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(54) LUMINESCENT ELEMENT AND DISPLAY 

(57) A luminescence device having a layer containing a metal coordination compound which has a partial structure 
ML m of formula (2) below and is preferably entirely represented by formula (3) below: 



(3), 



wherein M denotes a metal atom of Ir, Pt, Rh or Pd; represent mutually different bidentate ligands- m is 1 or 2 or 3- n 
n 0 or 1 or 2 with the proviso that rm-n = 2 or 3; the partial structure ML m is represented by formula (2) below (wherein 
B is an isoquinolyl group bonded to the metal M with its N and including a position-1 carbon atom bonded to a cyclic 
group A wh.ch includes the C bonded to the metal M), and the partial structure ML' n is represented by formula (4) (5) 
or (6) shown below There is provided a luminescence device capable of high-efficiency luminescence and long-term 
high luminance and adapted to red luminescence. 
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Description 

[TECHNICAL FIELD] 



[0001] The present invention relates to an organic luminescence device (also called an organic electroluminescence 
device or organ.c EL device) for use in a planar light source, a planar display, etc. Particularly, the present invention 
relates to a novel metal coordination compound and a luminescence device having a high luminescence efficiency and 
causing little change with time by using a metal coordination compound of a specific structure 



[BACKGROUND ART] 



[0002] An old example of organic luminescence device is, e.g., one using luminescence of a vacuum-deposited 
anthracene film (Thin Solid Films, 94 (1 982) 1 71). In recent years, however, in view of advantages, such as easiness 
of providing a large-area device compared with an inorganic luminescence device, and possibility of realizing desired 
luminescence colors by development of various new materials and drivabiltty at low voltages, an extensive study ther- 
conducted V,Ce ^ 38 3 ,uminescence devi ^ of a high-speed responsiveness and a high efficiency, has been 

[0003] As precisely described in Macromol. Syrup. 125, 1 - 48 (1997). for example, an organic EL device generally 
has an organization comprising a pair of upper and lower electrodes formed on a transparent substrate, and organic 
material layers including a luminescence layer disposed between the electrodes. 

[0004] In the luminescence layer; aluminum quinolinol complexes (inclusive of Alq3 shown hereinafter as a repre- 
sentative example) having an electron-transporting characteristic and a luminescence characteristic, are used for ex- 
ample In a hole-transporting layer, a material having an electron-donative property, such as a triphenyldiamine deriv- 
ative (l nclus,ve of a-NPD shown hereinafter as a representative example), is used for example ny ' a ' am ' ne 
Ih! 0 ? ♦ S !f h a u d , eV '° e Sh ° WS 3 current - rectif y in 9 characteristic such that when an electric field is applied between 
mLZn ' njeCted fr ° m the an0de and electrons are ^ted from the cathode 

0006] The injected holes and electrons are recombined in the luminescence layer to form excitons which emit 
luminescence when they are transitioned to the ground state. 

l^V ' n ? te . P /° CeSS ' thS eX ° ited StatSS inClude a sin9iet state and a tri P' et state and a transition from the former 
to the ground state ,s called fluorescence and a transition from the latter is called phosphorescence. Materials in theses 
states are called singlet excitons and triplet excitons. respectively. 

JlT°f ?l thS 0r9aniC luminescence devi ces studied heretofore, fluorescence caused by the transition of a 
singlet excrton to the ground state, has been utilized. On the other hand, in recent years, devices utilizing phospho- 
rescence via triplet excitons have been studied. F 
[0009] Representative published literature may include: 

OoT/V N^P^ " e,eCtr0ph0Sph ° reScent devi - P-F- O'Brien, et al., Applied Physics Letters, 

Article 2: Very high -efficiency green organic light-emitting devices based on electrophosphorescence (M .A. Baldo 
et a!., Applied Physics Letters : Vol. 75, No. 1 , p. 4 (1 999)). 

[0010] In these articles, a structure including four organic layers sandwiched between the electrodes and the ma- 
terials used therein include carrier-transporting materials and phosphorescent materials, of which the names and struc- 
tures are shown below together with their abbreviations. 

Alq3: aluminum quinolinol complex 

a-NPD: N4,N4'-di-naphthalene-1-yl-N4 : N4'-diphenyl-biphenyl-4.4 , -diamine 
CBP: 2,9-dimethyi-4,7-diphenyl-1,10-phenanthroline 
PtOEP: platinum-octaethylporphyrin complex 
lr (PPy)3 : iridium-phenylpyrimidine complex 
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lir(ppy) 3 



[0011] The above-mentioned Articles 1 and 2 both have reported structures, as exhibiting a high efficiency, including 
a hole-transporting layer comprising a-NPD, an electron-transporting layer comprising Alq3, an exciton diffusion -pre- 
venting layer comprising BCP, and a luminescence layer comprising CBP as a host and ca. 6 % of PtOEP or lr(ppy) 3 
as a phosphorescent material dispersed in mixture therein. 

[0012] Such a phosphorescent material is particularly noted at present because it is expected to provide a high 
luminescence efficiency in principle for the following reasons. More specifically, excitons formed by carrier recombina- 
tion comprise singlet excitons and triplet excitons in a probability ratio of 1 :3. Conventional organic EL devices have 
utilized fluorescence of which the luminescence efficiency is limited to at most 25 %. On the other hand, if phospho- 
rescence generated from triplet excitons is utilized, an efficiency of at least three times is expected, and even an 
efficiency of 100 %, i.e., four times, can be expected in principle, if a transition owing to intersystem crossing from a 
singlet state having a higher energy to a triplet state is taken into account. 

[0013] However, like a fluorescent-type device, such an organic luminescence device utilizing phosphorescence is 
generally required to be further improved regarding the deterioration of luminescence efficiency and device stability. 
[001 4] The reason of the deterioration has not been fully clarified, but the present inventors consider as follows based 
on the mechanism of phosphorescence. 

[0015] In the case where the luminescence layer comprises a host material having a carrier-transporting function 
and a phosphorescent guest material, a process of phosphorescence via triplet excitons may include unit processes 
as follows: 

1 . transportation of electrons and holes within a luminescence layer, 

2. formation of host excitons, 

3. excitation energy transfer between host molecules, 

4. excitation energy transfer from the host to the guest, 

5. formation of guest triplet excitons : and 
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6. nntfta of the gu es , lrip , e , e<c ,, on8 Klhtgr0M ,„„ phos|)hor9s<:enee 
[DISCLOSURE OF INVENTION] 

P-rteutaiV, it is an object to provide a luminescent SE^rJI^^T™ luminesce ^e device" 
vat.on in a long life of excited energy state and is also chem^itTh. ^ h ' S ,6SS ' iable t0 cause ener 9V deacti- 
object of the present invention is to provide a red ZSiSS^S^ "T^ 9 * ^ device ,ife " 
for forming a full-color display device '"™nescence material compound capable of emitting pure red suitable 

(0023] M o„ specificany, P p re J n , hv^top uTi «T 1^ ' S °'"""'" > " O""* as a *« 
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wherein the partial structure ML is represented by formula 
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wherein M is a metal atom of ir, r Rh or Pd . N anH n Qr . + 

capable of having a substituent, ^^^S^SS^S^ ^ * is a cyclic group 

an •soqu.nolyl group capable of having a substituent incZfno thTnf ^ 3t ° m M Via the carbon atom; B is 

he nitrogen atom, with the proviso tha't one J£o of ? ^ l ° meta * atom vJ 

mtrogen atom and the cyclic group A is coc^n.J^^^^^''^ 9™P be replaced with a 
[0024] More specifically, the present invention uses a metal IS at ° m ° f the isoa . ui "olyl group, 

resented by formula (3) below: metal coord,nat '° n compound having an entire structure rep- 
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(3), 



wherein M is a metal atom of Ir, Pt, Rh or Pd; L and L' are mutually different bidentate ligands; m is 1 , 2 or 3, and n is 
0, 1 or 2 with the proviso that m+n is 2 or 3; a partial structure ML' n is represented by formula (4), (5) or (6) shown below: 



[0025] The present invention also uses as a luminescence material, a metal coordination compound which is entirely 
represented by formula (7) below: 



wherein CI denotes a chlorine atom, M' denotes iridium Ir or rhodium Rh, and m' is 2. 

[0026] The present invention also provides high-performance organic luminescence device and display apparatus 
using the above-mentioned novel metal coordination compound as an organic luminescence material. 
[0027] Preferred embodiments of the present invention include the following: 
[0028] A metal coordination compound, wherein n is 0 in the above formula (3). 

[0029] A metal coordination compound, wherein the cyclic groups A and A' are independently selected from phenyl 
group, naphthyl group, thienyl group, fluorenyl group, thianaphthyl group, acenaphthyl group, anthranyl group, phen- 
anthrenyl group, pyrenyl group, or carbazolyl group, as an aromatic cyclic group capable of having a substituent with 
the proviso that the aromatic cyclic group can include one or two CH groups that can be replaced with a nitrogen atom. 
[0030] A metal coordination compound, wherein the cyclic groups A and A' are selected from phenyl group, 2-naphthyl 
group, 2-thienyl group, 2-fluorenyl group 2-thianaphthyl group, 2-anthranyl group, 2-phenanthreny! group, 2-pyrenyl 
group, or 3-carbazolyl group, as an aromatic cyclic group capable of having a substituent with the proviso that the 
aromatic cyclic group can include one or two CH groups that can be replaced with a nitrogen atom. 
[0031] A metal coordination compound, wherein the aromatic cyclic group is phenyl group capable of having a sub- 
stituent. 

[0032] A metal coordination compound, wherein a hydrogen atom is attached to a position-6 carbon atom of the 
phenyl group capable of having a substituent next to a position-1 carbon atom bonded to the cyclic group B. 
[0033] A metal coordination compound, wherein the cyclic groups B' and B" are independently selected from isoqui- 
nolyl group, quinolyl group, 2-azaanthranyl group, phenanthridinyl group, pyridyl group, oxazolyl group, thiazoiyl group, 
benzoxazolyl group, or benzthiazolyl group, as an aromatic cyclic group capable of having a substituent with the proviso 
that the aromatic cyclic group can include one or two CH groups that can be replaced with a nitrogen atom. 
[0034] A metal coordination compound, wherein the cyclic groups B' and B" are selected from isoquinolyl group or 
pyridyl group, as an aromatic cyclic group capable of having a substituent with the proviso that the aromatic cyclic 
group can include one or two CH groups that can be replaced with a nitrogen atom. 

[0035] A metal coordination compound, wherein the cyclic group B' in the formula (4) is isoquinolyl group capable 
of having a substituent. 
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[0036] A metal coordination compound, wherein the cyclic groups A, A', B. B' and B" are independently non-substi- 
tuted, or have a substituent selected from a halogen atom or a linear or branched alkyl group having 1 to 20 carbon 
atoms {of which the alkyl group can include one or non-neighboring two or more methylene groups that can be replaced 

7tl ' : ? • " C0 " 0 "• "°" C °"' " CH=CH -' - CSC -- ° r 3 diva,ent aromatic 9 rou P ^P^le of having a substituent 
(that is a halogen atom, or a linear or branched alkyl group having 1 to 20 carbon atoms (of which the alkyl group can 
include one or non-neighboring two or more methylene groups that can be replaced with -O-. and the alkyl group can 
include a hydrogen atom that can be optionally replaced with a fluorine atom)), and the alkyl group can include a 
hydrogen atom that can be optionally replaced with a fluorine atom). 

[0037] A metal coordination compound, wherein the cyclic group A in the formula (7) is selected from phenyl group 

iTnnllT ^ 9r °T' f ' U ,°: enyl 9r ° UP ' ,hiana P hth >" 9 rou P> acenaphthyl group, anthranyl group, phenanthrenyi 
group pyrenyl group or carbazolyl group, as an aromatic cyclic group capable of having a substituent with the proviso 

™lo, e T m ° yC 9r ° UP ° an inC ' Ude °" e ° r two CH 9 rou P s that can be re P'aced with a nitrogen atom 
[0038] A metal coordination compound, wherein the aromatic cyclic group is selected from phenyl group, 2-naphthyl 
group, 2-th,enyl group, 2-fluorenyl group, 2-thianaphthyl group, 2-anthranyl group, 2-phenanthrenyl group, 2-pyrenyl 
group or 3-carbazolyl group, each capable of having a substituent with the proviso that the aromatic cyclic group can 
include one or two CH groups that can be replaced with a nitrogen atom. 

st ttuerlt A mStal C °° rdinati0n com P° und . whe ™n the aromatic cyclic group is phenyl group capable of having a sub- 
[0040] A metal coordination compound, wherein a hydrogen atom is attached to a position-6 carbon atom of the 
EwITiJ 9r ° UP ° aP ° f havi " 9 3 substituenl ne * to a position-1 carbon atom bonded to the cyclic group B 

; ♦ 1 ♦ . met ! coordination compound, wherein the cyclic groups A and B in the formula (7) are independently non- 
substrtuted, or have a substituent selected from a halogen atom or a linear or branched alkyl group having 1 to 20 
carbon atoms {of which the alkyl group can include one or non-neighboring two or more methylene groups that can be 

* ubstrtuenT L?" h ", " T" 0 "' "°" C °- - CH=CH -' - CSC "' ° r 3 diVa ' ent ar ° matic ^ ca P ab ' a of " a ™9 « 
fndi!Z„ . 3 t 3 Cyan ° at ° m ' 3 nitr ° at ° m ' a trialk y |si 'yl group (of which the alkyl groups are 

ndependently a linear or branched alkyl group), a linear or branched alkyl group having 1 to 20 carbon atoms (of which 
the alky group can include one or non-neighboring two or more methylene groups that can be replaced with -O- and 

In T UP h Can ' 3 hydr09en at ° m th3t Can be °P tional| y re P'^ed with a fluorine atom)), and the alkyl group 
can include a hydrogen atom that can be optionally replaced with a fluorine atom). 
30 [0042] A metal coordination compound, wherein M in the formula (1 ) is iridium. 
[0043] A metal coordination compound, wherein M in the formula (7) is iridium 

oyTomiula ^MoT'™™ COmpOUnd ' havi " 9 8 partial structure ML presented by the formula (2) and represented 
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lrfRp-Ph-(soQ-R'q] 3 



(8), 



wherem Ir ,s indium; partial structure Ph-lsoQ denotes 1-phenyIisoquinoly! group; substituents R and R' are selected 

p ™ IT"' T * ^ ™ branChed a,kyl 9r ° Up re P resented * C n H 2n+1 (wherein H can be replaced with 

ni 11'^ ? meth V lene 9™P can be replaced with oxygen and n is an integer of 1 to 20), p and q are integers 
l^ti reP H eSen 9 nUmbSrS ° f SUbstltuents R and R ' b °nded to the phenyl group and the isoquinolyl group 
bonded " re ' n 9 P ° Srt, °" 2 Carb ° n at ° m ° f Phenyl 9r ° Up Snd 3 nitr ° 9en at0m of lsoQ ^ coorLation 

in°H 4 t 5 hL d m t> al C ?°' djn f ™ COmpOUnd ' whereln the P artial structure R P -Ph is 4-alkyl P henyl group in the formula (8), 
and the substituent R' is hydrogen. 

?S!SL \T a ' C00ra ? n f tion com P ound - w ^rein In theformula (8), the substituent R is hydrogen, and R'q represents 
a fluoro or trrfluoromethyl group substituted at a 4- or 5-position. ^ 

n°r^n ] a nH S^' C °° rdination cor W d . wherein in the formula (8), the partial structure Rp-Ph- is 5-fluorophenyl 
n r i an A d R q a h V dr °gen atom or a fluorine atomg or trifluoromethyl group substituted at a 4- or 5-position 
„ ] A . mStal co ° r *™«™ compound, wherein in the formula (8), the partial structure Rp-Ph- is 4-fluorophenyl 
! i a q ? 3 hydr09en a,om or a ,luorine a,om or trifluoromethyl group substituted at a 4- or 5-position 
nrnnn a „n « c °° rdina «°r. compound, wherein in the formula (8), the partial structure Rp-Ph- is 3,5-difluorophenyl 
2 d R q is a hydrogen atom or fluorine atom or trifluoromethyl group substituted at a 4- or 5-position 
nrn!n , „h c °° rd ' nati °n compound, wherein in the formula (8), the partial structure Rp-Ph- is 3,4,5-trifluorophenyl 
SEXi ! 1 '? & ^ ° r 8 f ' U ° rine a,om or tri,luorom ^ 9 rou P substituted at a 4- or 5-position 

Dhenv orlTlnriR- ti h n H COmP ° Und ' Wher6in f ° rmU ' a {8) ' th * partial StfUCture R P- ph " is trifluoromethyl- 
phenyl group, and Rqisa hydrogen atom or a fluorine atom or trifluoromethyl group substituted at a 4- or 5-position 
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[0052] A metal coordination compound, wherein in the formula (8), the partial structure Rp-Ph- is 5-trifluoromethyl-' 
phenyl group, and R'q is a hydrogen atom or a fluorine atom or trifluoromethyl group substituted at a 4- or 5-position. 
[0053] A metal coordination compound, wherein in the formula (8), the structure Rp-Ph is a 1 -(3,4,5,6-tetrafluorome- 
thyl)phenyl group, and in R'q, q is 1 or 6 and R' is a hydrogen atom or a trifluoromethyl group or 3,4,5, 6,7,8-hexafluoro 
group substituted at a 4- or 5-position. 

[0054] A metal coordination compound, wherein in the formula (8), the partial structure Rp-Ph- is 4-alkylphenyl group 
(wherein the alkyl group is a linear or branched alkyl group having 1 to 6 carbon atoms), and R'q is hydrogen. 
[0055] A metal coordination compound, wherein in the formula (8), the partial structure Rp-Ph- is 4-alkoxyphenyl 
group (wherein the alkoxy group is a linear or branched alkoxy group having 1 to 6 carbon atoms), and R'q is hydrogen. 
[0056] A metal coordination compound, wherein in the formula (8), the partial structure Rp-Ph- is 4-trifluorooxyphenyl 
group, and R'q is a hydrogen or fluoro group or trifluoromethyl group substituted at a 4- or 5-position. 
[0057] A metal coordination compound, which is represented by the formula (3) and is also represented by formula 
(9) below: 



,rL m L n 0), 

wherein Ir represents iridium. 

[0058] A metal coordination compound, represented by the formula (9), wherein L m is represented by a formula of 
[4-alkylphenylisoquinoline] 2 (wherein the alkyl group is represented by C n H 2rH . 1 and n is an integer of 1 to 8), and L' n 
is 1 -phenylisoquinoline. 

[0059] A metal coordination compound, represented by the formula (9), wherein L m is represented by a formula 
[1-phenylisoqulnollne] 2) and L' n is 4-aIkylphenylisoquinoline (wherein the alkyl group has 1 to 8 carbon atoms). 
[0060] A metal coordination compound, wherein one or two CH groups in the isoquinolyl group capable of having a 
substituent in the formula (1) are replaced with a nitrogen atom. 

[0061] A metal coordination compound, wherein one or two CH groups in the isoquinolyl group capable of having a 
substituent in the formula (7) are replaced with a nitrogen atom. 

[0062] An organic luminescence device, comprising: a pair of electrodes disposed on a substrate, and a lumines- 
cence unit comprising at least one organic compound disposed between the electrodes, wherein the organic compound 
comprises a metal coordination compou nd having at least one partial structure represented by the formula (1 ) in Claim 1 . 
[0063] An organic luminescence device, wherein the organic compound comprises a metal coordination compound 
having a structure represented by the formula (3). 

[0064] An organic luminescence device, wherein the organic compound comprises a metal coordination compound 
having a structure represented by the formula (8). 

[0065] An organic luminescence device, wherein the organic compound comprises a metal coordination compound 
having a structure represented by the formula (9). 

[0066] An organic luminescence device, wherein a voltage is applied between the electrodes to emit phosphores- 
cence. 

[0067] An organic luminescence device, wherein the phosphorescence is red in luminescence color. 

[0068] A picture display apparatus, comprising the above-mentioned organic luminescence device, and a means for 

supplying electric signals to the organic luminescence device. 

[BRIEF DESCRIPTION OF THE DRAWINGS] 

[0069] 

Figure 1 illustrates embodiments of the luminescence device according to the present invention. 
Figure 2 illustrates a simple matrix-type organic EL device according to Example 8. 
Figure 3 illustrates drive signals used in Example 8. 

Figure 4 schematically illustrates a panel structure including an EL device and drive means. 

Figure 5 is a graph showing voltage-efficiency luminance characteristics of a device of Example 27. 

Figure 6 is a graph showing external Quantum efficiency of a device of Example 27. 

Figure 7 shows a 1 H-NMR spectrum of a solution in heavy chloroform of 1 -phenylisoquinoline. 

(i'm^ 6 8 Sh ° WS 3 1|_i ~ NMR s P ectrum of a solution in heavy chloroform of tris(1-phenyl-isoquinoline-C 2 ,N)iridium 

Figure 9 shows a 1 H-NMR spectrum of a solution in heavy chloroform of 1-(4-methylphenyl)-isoquinoline. 
Figure 10 shows a 1 H-NMR spectrum of a solution in heavy chloroform of tetrakis[1 -4-methylphenyl)isoquino- 
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line-C 2 ,N] (^-dichloro)-diiridium (III). 

SKiri^sT" 01 a solu,ion in heavy « m ' ^^^^^ 

Njinimwy* * ,H ' NK * R SP9C,rUm °' " 8 °' U "° n heav >'* l <"»'°' m " .*['-(4-™my,p Be „ y ,),so qu l„onn..c». 
ZSZZSZZ^ST*' " " ,0 ' U,i ° n n "" y Ch '° rOIOm " " i *-<4.n.o CIyt!te „ y , )isoqi „„o„„, c! , 
[BEST MODE FOR PRACTICING THE INVENTION] 

(WW an B dt) StmCtUreS ° f ° r9aniC ^ d6ViCeS ,0mied aCC ° rdin9 t0 the PreS6nt inV6nti0n are »'" s ^ in Figure 1 

t*»»»jiii 

«Measurement methods» 

(1) Judgment between phosphorescence and fluorescence 
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firmed by this method unless otherwise noted specifically; 

(2) Phosphorescence yield (a relative quantum yield, i.e., a ratio of an objective sample's quantum yield* (sample) 
to a standard sample's quantum yield «(st)) is determined according to the following formula: 

6(Bample)/6(st) = 
[ Sem( sample ) /labs ( sample )]/ [Sem( st ) /labs ( st )] , 

wherein labs(st) denotes an absorption coefficient at an excitation wavelength of the standard sample; Sem(st), 
a luminescence spectral areal intensity when excited at the same wavelength: labs(sample), an absorption coef- 
ficient at an excitation wavelength of an objective compound; and Sem(sample), a luminescence spectral areal 
intensity when excited at the same wavelength. 

Phosphorescence yield values described herein are relative values with respect a phosphorescence yield i 
= 1 of lr(ppy) 3 as a standard sample. 

(3) A method of measurement of phosphorescence life is as follows. 

A sample compound is dissolved in chloroform and spin-coated onto a quartz substrate in a thickness of ca. 
0.1 u.m and is exposed to pulsative nitrogen laser light at an excitation wavelength of 337 nm at room temperature 
by using a luminescence life meter (made by Hamamatsu Photonics K.K.). After completion of the excitation pulses, 
the decay characteristic of luminescence intensity is measured. 

When an initial luminescence intensity is denoted by l 0: a luminescence intensity after t(sec) is expressed 
according to the following formula with reference to a luminescence life t(sec): 

I = l 0 .exp(-t/T). 

[0080] Thus, the luminescence life t is a time period in which the luminescence intensity I is attenuated down to 1/e 
of the initial intensity I (l/l 0 = e'\ e is a base of natural logarithm). A luminescence life of 80 nsec or longer, particularly 
100 nsec or longer, is a second condition to be judged as phosphorescence, whereas fluorescence shows a shorter 
luminescence life on the order of several tens nsec or shorter. 

[0081] The luminescence material exhibited high phosphorescence quantum yields of 0.15 to 0.9 and short phos- 
phorescence lives of 0.1 to 10 \isec. A short phosphorescence life becomes a condition for causing little energy de- 
activation and exhibiting an enhanced luminescence efficiency. More specifically if the phosphorescence life is long, 
the number of triplet state molecules maintained for luminescence is increased, and the deactivation process is liable 
to occur, thus resulting in a lower luminescence efficiency particularly at the time of a high-current density. The material 
of the present invention has a relatively short phosphorescence life thus exhibiting a high phosphorescence quantum 
yield, and is therefore suitable as a luminescence material for an EL device. The present inventors further consider 
that the improved performance is attributable to the following. 

[0082] A difference between a photo-absorption spectrum peak wavelength caused by transition from a single ground 
state to an excited triplet state and a maximum peak wavelength of luminescence spectrum is generally called a Stokes' 
shift. The difference in peak wavelength is considered to be caused by a change in energy state of triplet excitons 
affected by other ground state energy levels. The change in energy state is associated with the Stokes' shift, and a 
larger amount of the shift generally results in a lowering in maximum luminescence intensity and a broadening of 
luminescence spectrum leading to a deterioration in monochromaticity of luminescence color. This effect appears par- 
ticularly remarkably in a red region having a short transition width from the singlet to the triplet. 
[0083] For example, as for the isoquinoline-type iridium complexes of the present invention, tris(1 -phenylisoquino- 
iine-C 2 ,N)iridium (III) (Example Compound No. 1 in Tables 1 to 23 appearing hereafter; abbreviated as lr(PiQ) 3 ), tris 
[1-(2-thienyl)-isoquinoline-C 3 ,N]iridium (111) (Example Compound No. 24, abbreviated as lr(tiQ) 3 ),andtris[1-(9,9-dimeth- 
ylfluorene-2-y!)isoquinoline-C 3 ,N]iridium (III) (Example Compound 28, abbreviated as lr(FliQ) 3 ) exhibited Stokes' shifts 
of 37 nm, 55 nm and 33 nm, respectively, and relative quantum yields of 0.66, 0.43 and 0.48, respectively. 
[0084] On the other hand, as for non-isoquinoline-type red luminescence materials, tris[1 -thianaphthene-2-yl)pyrid- 
ine-C 3 ,N]iridium (III) (abbreviated as lr(BrP) 3 ) and tris [1-(thianaphthene-2-yl)-4-trifluoromethylpyridine (abbreviated 
as lr(Bt 5 CF 3 Py) 3 ) exhibited remarkably longer Stokes' shifts of 132 nm and 85 nm, respectively, and lower relative 
quantum yields of 0.29 and 0.12, respectively, compared with the compounds of the present invention. 
[0085] Even such non-isoquinoline-type red luminescence materials show high quantum yields not achieved by con- 
ventional materials, red luminescence materials showing a smaller Stokes' shift, like isoquinoline-type iridium com- 
plexes of the present invention, are found to have a tendency of having a still higher quantum yield. A smaller Stokes' 
shift is considered to provide a larger velocity constant of energy radiation, a shorter phosphorescence life and therefore 
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i!5T ^ B K S6d °:, the 3b0Ve consideration . th * introduction of isoquinoline is considered to 

result in a small Stokes shift, an enhanced luminescence quantum yield and a better chromaticity. 

«Nomenclature and structural expression of compounds» 

[0086] Now some explanation is added to the manner of structural identification of a metal coordination compound 
of the present invention and the manner of allotting atomic position number as a basis theref^ •STSLSST! 

^wnfc^^ 



15 



20 



25 



30 



35 



40 




l oos2u-2^Tl^ 3 T'f bV C °° rdination of three 1-pheny.isoquinoline molecules onto iridium with the 
CinoNneS")- ( m) 6 ^ 9r ° UP ^ *" ^ ^ " is ™" « «Mhph^C 

•ncreases ,n quantum y,e»d have been recognized at number of carbon atoms of 4 or more in the 



(1) -CH 3 = 0.64 

(2) -C(CH 3 ) 3 = 0.7 

(3) -C 4 H 9 = 0.82 

(4) -C 6 H 13 = 0.88 

(5) -C 8 H 17 = 0.72 



:r r.issasssi; s=r: ™~ — ~— 

(1) -CH 3 =847 

(2) -C(CH 3 ) 3 = 973 
50 (3) -C 4 H 9 = 973 

W -C 6 H 13 = 1058 
(5) -C 8 H 17 = 1141 



(1) -CH 3 = 58 amperes 

(2) -C(CH 3 ) 3 = 61 amperes 
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(3) -C 4 H 9 = 61 amperes 

(4) -C 6 H 13 = 64 amperes 

(5) -C 8 H 17 = 67 amperes 

[0092] Further, a metal coordination compound having a substituent of fluorine atom or a polyfluorinated alkyl can 
weaken the intermolecular interaction owing to fluorine atoms to lower the vacuum deposition temperature, and is 
advantageous in that a metal coordination compound of a larger molecular weight can be used as a luminescence 
material without impairing the vacuum deposition characteristic. For example, the substitution of a trifluoromethyl group 
for one methyl group can lower the vacuum deposition temperature by ca. 1 "°C while the molecular weight is rather 
increased thereby. 

[0093] By introducing an isoquinoline skeleton in a metal coordination compound having a structure of a type rep- 
resented by the above formula (1) or (9), the luminescence wavelength can be adjusted, and it has been found that 
the metal coordination compound of the present invention wherein the isoquinoline skeleton is bonded to the cyclic 
group A at its position-1 , is unexpectedly advantageous for increasing the luminescence wavelength (i.e., providing 
red luminescence). 

[0094] On the other hand, while a known compound of tetrakis(2-phenylpyridine-C 2 , N) (u-dichloro)diiridium (III) does 
not provide a substantial luminescence spectrum, a metal coordination compound of the formula (7) having introduced 
an isoquinoline skeleton has exhibited a strong luminescence spectrum. From this fact, it is understood that a metal 
coordination compound of the formula (7) is also suited as a luminescence material for an EL device. 
[0095] Further, by introducing an electron -attractive substituent or an electron -do native substituent to the metal co- 
ordination compound of the present invention, it is possible to adjust the luminescence wavelength. Further, by intro- 
ducing a substituent group, such as an aikoxy group or a polyfluoroalkyl group, having a large electronic effect and 
also a stereo-scopically large bulk volume, it becomes possible to effect both a control of luminescence wavelength 
and a suppression of density extinction due to inter-molecular interaction. Further, the introduction of a substituent 
group having little electronic effect but having a stereoscopically large bulk volume,, such as an alkyl group, is considered 
to be able to suppress the density extraction without changing the luminescence wavelength. 

[0096] Further, by replacing one or two CH groups in the isoquinoline ring of a metal coordination compound repre- 
sented by the formula (1 ) or (9), the luminescence wavelength can be adjusted without introducing a substituent group. 
[0097] Also from the above viewpoints, the metal coordination compound of the present invention is suited as a 
luminescence material for an organic EL device. 

[0098] Further, a thermal stability is an important property for an organic material constituting an organic EL device. 
The thermal stability seriously affects the production stability at the time of device production and device stability during 
operation undercurrent supply. For preparation of organic EL devices, a process of vacuum deposition, spin coating 
or ink jetting is contemplated. Particularly, in the vacuum deposition process, an organic material is subjected to high 
temperature for certain period for vaporizing the organic material by sublimation or evaporation and is deposited onto 
the substrate. Accordingly, the thermal stability of a component material is very important. 

[0099] Further, also at the time of supplying electricity to the device for causing luminescence, a Joule's heat is locally 
generated due to passage of a high Current. If a component material has a low thermal stability, the material can cause 
a device deterioration due to such heat. For example, the above-mentioned lr(PiQ) 3 and bis(l-phenylisoquinoline-C 2 , 
N)(acetylacetonato)iridium (III) (Example Compound No. 42, abbreviated as lr(PiQ) 2 acac) exhibited decomposition 
temperatures of 380 °C and 340 °C, respectively, under nitrogen flow, thus providing a substantial difference in de- 
composition temperature. More specifically, under a certain vacuum deposition condition, lr(PiQ) 3 acac caused an ap- 
preciable decomposition in a vacuum deposition chamber, but lr(PiQ) 3 did not cause appreciable decomposition under 
the same condition. As a result of measurement of decomposition degree under various conditions of vacuum depo- 
sition , lr(PiQ) 3 acac exhibited lower upper limits in vacuum deposition speed or degree of vacuum in vacuum deposition, 
thus exhibiting a narrower production margin at the time of mass production. In this way, a material thermal stability 
seriously affects the productivity. 

[0100] In a comparative test, EL devices were prepared from the above-mentioned two luminescence materials 
through vacuum deposition under decomposition-free condition and subjected to evaluation of luminance deterioration. 
As a result, when electricity supply was started to provide an initial luminance of 5000 cd/m 2 , lr(PiQ) 3 and lr(PiQ) 2 acac 
exhibited luminance half-attenuation periods in a ratio of ca. 3:1, so that lr(PiQ) 3 was substantially stable against 
electricity supply as represented by a longer luminance half-attenuation period. In this way, the thermal stability of a 
component material is a factor determining the production stability and performance stability of a device, so that a 
material having a high thermal stability is desired. 

[0101] it is believed that the ligand of the present invention, as a result of introduction of isoquinoline skeleton, has 
a rigid molecular structure, so as to suppress the formation of an excitation-associated molecule resulting in thermal 
deactivation, thus suppressing energy deactivation due to molecular movement. Further, it is also believed that extinc- 
tion processes are reduced to result in an improved device performance. In an actual current conduction test, the 
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luminescence material of the present invention, i.e., a metal coordination compound having a ligand comprising an 
isoquinoline skeleton bonded to a cyclic group A at its 1 -position, showed a high stability. eomprwng an 

[0102] More specifically, a tris(1-substrtuted isoquinolyl)-metal coordination compound of n = 0 in the formula (3) is 
generally preferred in view of excellent thermal stability. 'ormuia (J) is 

E.12L rd ' ngl * « '7'nescence material having a luminescence wavelength of long-wavelength region (red lu- 

bu T ri h ' 9 t h h Ch | em ' Cal StabMi,y 38 We " 32 3 hi9h '^inescence efficiency has not been realized heretofore 
but can be realized by the luminescence material of the present invention 

[0104] A high-efficiency luminescence device having a layer structure as shown in Figures 1(a). (b) and (c) of the 
Z£ IT " ^'""l 316 ? 3 Pr ° dUCt rSqUiring 6ner9y —nation ore high luminance. Wore pecifically 
Tl ZZT t 18 T °? ble t0 3 diSP ' ay 3PParatUS ' an ilhjmination appamtu., a printer light source or a bacWight 
for a luminescence layer display apparatus. As for a display apparatus, it allows a flat panel display which is light in 
weight and provides a highiy recognizab.e display at a .ow energy consumption. As a printer light soume he Tales- 
cence device of the present .nvention can be used instead of a laser light source of a laser beam printer For the 

01^1 F^ 

Sin Z In ap t P " Cat, ° nt0 3 d,s P la * a dnve s V ste ™ using a thin-film transistor (abbreviated as TFT) drive circuit 
according to an act.ve matnx-scheme, may be used. Hereinbelow, an embodiment of using a device o the present 
rrZT"? COmbmatlon with an active substrate is briefly described with reference to Figure 4 

m™L2K '" UStrateS an 6 " lb0diment of P anel struct ^e comprising an EL device and drive means. The panel 

LZTnlTLT™!? 3 T* 3 ^ Si9nal driV6r 3nd 8 CUrrent SUPP 'V SOurce which are to gate 

It <TV* n 9 I" 6 ' and CUrrem SUPP,y Nnes ' res P ectiva 'y- At each intersection of the gate selection lines 

selec ionl esl? G2 eS G3 8 T* T ^T* * diSP ° Sed ' The SCanni " 9 Si9nal drive sel ^s the gate 

tc ^display a printer "' 3 Synchr ° n,Sm herewith ' picture si 9 nals are S "PP'^ from the data signal driver 

£!t 7 i 77 SWitChi r 9 ? ViC6S n0t particular, y restric,ed > and devices of a single crystal-silicon substrate MIM 
devices or devices of a-Si type can be easily applied. 

S,°n nfinSpI 1 ^ eleCtrodes ' one more organic EL layers and a cathode layer are sequentially disposed to provide 
an organic EL display panel. By driving a display panel including a luminescence layer comprising a luminescence 

«Brief description of synthesis path» 

!nrm!L mT TTT l^T* ^ P ™" 9 * metal coordina «°n compound represented by the above-mentioned 
formula (1) are illustrated below with reference to an iridium coordination compound for example: 

3 XL 

Ir(CH3COCHCOCH 3 )j- . 

or 

K^XH^O 2)(l l 

« PKL^Clh ; ^ 

NaalrCI^HjO 

I^WCHjCOCHCOCHj/ 

bibles ulS StmCtUral eXamP ' eS ° f meta ' coordination impounds used in the present invention are shown 
Ph to loi o shlwn in l^T%T emaner ' WhiCh h ° WeVer ° nly re P resMiv * ™^ ™* are not exhaustive, 
t™ I Vii 1 7 23 re P resent P artial structures shown below, corresponding to the above-mentioned 

formula (3) (orpart.al structures therein represented by formulae (2), and (4) - (6)) or formula (3) Further R1 mo 
represent substituents in the Ph to Iq1 0, and E, G and J represent substituents n the formula (5) 
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(continued to Table 16-2) 
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[Examples] 
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minimi; 



^ [01 11] Hereinbelow, the present invention will be described more specifically based on Examples. 
<Examples 1 and 2> 



[01 12] In these Examples, a device (effective display area = 3 mm*) having a device 



structure including 4 organic 
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layers as shown in Figure 1(c) was prepared. An alkali-free glass sheet was used as a transparent substrate 15 and 
a 1 00 nm-thick indium oxide (ITO) film was formed by sputtering and patterned as a transparent electrode 1 4. Further, 
a-NPD represented by the above-mentioned structural formula was vacuum-deposited in a layer thickness of 40 nm 
thereon as a hole-transporting layer 13. Then, as an organic luminescence layer 12, the above-mentioned CBP as a 
host material and a prescribed metal coordination compound in an amount of providing 8 wt. % were co-vacuum 
deposited in a layer thickness of 30 nm. Further, as an exciton diffusion-prevention layer 17, BCP was vacuum-depos- 
ited in a thickness of 10 nm. Then, as an electron-transporting layer 16, the above-mentioned Alq3 was subjected to 
resistance heating vacuum deposition at a vacuum of 1 0~ 4 Pa to form an organic film in a thickness of 30 nm. 
[01 13] On the above, as a lower layer of a metal electrode layer 11 , an AILi alloy film was disposed in a thickness 
of 1 5 nm, and a 1 00 nm-thick Al film was vacuum-deposited thereon to form a patterned metal electrode 1 1 disposed 
opposite to the transparent electrode 14 and having an electrode area of 3 mm 2 . 

[0114] As the ligands, Example Compound No. 1 (Example 1) and Example Compound No. 28 (Example 2) shown 
in Table 1 were used respectively. 

[0115] The performances of the thus-obtained EL devices were measured by using a micro-current meter ("4140B". 
made by Hewlett-Packard Corp.) for a current-voltage characteristic and "BM7" (made by Topcon K.K.) for an emission 
luminance. The devices using the respective coordination compounds respectively exhibited a good rectifying charac- 
teristic. 

[0116] At an applied voltage of 12 volts, the EL devices exhibited luminances as follows: 

Device of Example 1 (Compound No. 1): 8000 cd/m 2 
Device of Example 2 (Compound No. 28): 3500 cd/m 2 

[0117] For examining luminescence characteristics of the Coordinate Compounds No. 1 and No. 28, the solutions 
were subjected to measurement of a luminescence spectrum. More specifically, each solution having a coordination 
compound concentration of 1 0" 4 mol/l in toluene (or chloroform) was illuminated with excitation light of around 350 nm 
to measure a luminescence spectrum by using a spectral fluorophotometer ("F4500", made by Hitachi K.K.). The 
luminescence spectra almost coincided with the spectra from the EL devices at the time of voltage application , whereby 
it was confirmed that the luminescences of the EL devices were emitted from the coordination compounds. (Refer to 
Example 7 and 8 described hereinafter.) 

<Examples 3 - 5, Comparative Example 1> 

[0118] Luminescence devices were prepared in the same manner as in Examples 1 and 2 except for using lumines- 
cence materials (Example Compounds) shown in Table 24 below. In Comparative Example 1 , the above-mentioned Ir 
(ppy) 3 was used as a representative of conventional luminescence material. 

[0119] A current conduction durability test was performed for each device by applying a DC voltage of 12 volts 
between the ITO electrode as the anode and the Al electrode as the cathode to measure a time within which the 
luminance was attenuated to a half. 

[0120] The measurement results are shown in Table 24 and the Example materials exhibited a luminance half -at- 
tenuation period which was clearly longer than the conventional luminescence material, thus providing a device having 
a high durability attributable to the material of the present invention. 



Table 24 



Example 


Luminesceance material No. 


Luminance half-attenuation period (hours) 


3 


1 


1550 


4 


24 


1100 


5 


28 


1350 


Comp. 1 


lr(ppy) 3 


350 



< Example 6> 

[0121] A simple matrix type organic EL device as shown in Figure 2 was prepared in the following manner. 
[0122] On a glass substrate 21 measuring 1 00 mm-length, 100 mm-width and 1 .1 mm-thickness, a ca. 100 nm-thick 
ITO film was formed by sputtering and patterned into 100 lines of 1 00 u,m-wide transparent electrodes 22 (anode side) 
with a spacing of 40 u,m as simple matrix electrodes. Then, formed layers of identical organic materials were found 
under identical conditions as in Example 1 to form an organic compound layer 23. 
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<Example 7> (Synthesis of Example Compound No. 1) 
[0125] 





O 



B(OH) 2 





solution were olac^H anH ctirr^w Q+ . * oretnanol and 25 ml of 2M-sodium carbonate aqueous 

remova, of the ^u^JS^^teZS'^^ Th" ^ ^ f ° ,,0Wed by 

chromatography (eluent: chloroform/meth' no = 1 0, )To btai n 2 20 a T oVTof fT" ? ^ ^ C ° IUmn 
7 shows a 1H-NMR spectrum of a soiution of the compound n^SL^ ' ^^'^ 
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[0128] In a 100 ml-four-necked flask, 50 ml of glycerol was placed and heated at 130 - 140 °C under stirring and 
bubbling with nitrogen for2 hours. Then, the glycerol was cooled by standing down to 1 00 °C, and 1 .03 g (5.02 mmole) 
of 1 -phenylisoquinoline and 0.50 g (1 .02 mmole) of iridium (Ml) acetylacetonate (made by Strem Chemicals, Inc.) were 
added, followed by 7 hours of heating around ±210 °C under stirring and nitrogen stream. The reaction product was 
cooled to room temperature and injected into 300 ml of 1 N-hydrochloric acid to form a precipitate, which was filtered 
out and washed with water. The precipitate was purified by silica gel column chromatography with chloroform as the 
eluent to obtain 0.22 g (yield = 26.8 %) of red powdery tris(1 -phenylisoquinoline-C 2 ,N)iridium (III). According to MAL- 
DI-TOF MS (matrix-assisted laser desorption ionization-time of fight mass spectroscopy), the compound exhibited M + 
(mass number of the corresponding cation formed by removal of 1 electron) of 805.2. 

[0129] A solution in heavy chloroform of the compound provided a 1 H-NMR spectrum as shown in Figure 8. A chlo- 
roform solution of the compound exhibited a luminescence spectrum showing Xmax = 61 9 nm and a quantum yield of 
0.66 relative to 1 .0 of lr(ppy) 3 . 

[0130] An EL device of Example 1 prepared by using the compound exhibited red luminescence showing kmax = 
620 nm under voltage application. 

<Example 8> (Synthesis of Example Compound No. 28) 

[0131] 




[0132] In a 100 ml-three-necked flask, 2.91 g (12.2 mmole) of 9,9-dimethylfluorene-2-boronic acid, 2.00 g (12.2 
mmole) of 1-chloroisoquinoline, 10 ml of toluene, 5 ml of ethanol and 10 ml of 2M-sodium carbonate aqueous solution 
were placed and stirred at room temperature under nitrogen stream, and 0.44 g (0.38 mole) of tetrakis(triphenylphos- 
phine)palladium (0) was added thereto. Thereafter, reflux under stirring was performed for 5 hours under nitrogen 
stream. After completion of the reaction, the reaction product was cooled and extracted by addition of cold water and 
toluene. The organic layer was washed with saline water and dried on magnesium sulfate, followed by removal of the 
solvent under a reduced pressure to provide dry solid. The residue was purified by silica gel column chromatography 
(eluent: toluene/ethyl acetate = 50/1) to obtain 2.13 g (yield =54.2 %) of 1-(9,9-dimethylfluorene-2-yl)isoquinoline. 
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<Example 9> (Synthesis of Example Compound No. 25) 
30 [0136] 



35 



40 



45 



50 




B(OH) 2 





ESS., i'hc 3 )! 0 4 0 o"T(2To n m m l) a : f k ; 4 j£S£L° m T' e) """^"-^nte acid (made by Aidrich Cnem- 
sodium carbonate aqueous "oTutL l^Zn^S^,""^ 1 " "J ° f ethan °' "* 25 m °' ° f 2M " 
Pe=i^ 

r ca. 



55 



55 

D- <EP 1348711A1 I > 



EP 1 348 71 1 A1 




[0138] In a 100 ml-four-necked flask, 50 ml of glycerol was placed and heated at 130 - 140 °C under stirring and 
bubbling with nitrogen for 2 hours. Then, the glycerol was cooled by standing to 100 °C, and 1 .31 g (5.01 mmole) of 
1-(thianaphthene-2-yl)-isoquinoline, and 0.50 g (1 .02 mmole) of iridium (III) acetylacetone, were added, followed by 5 
hours of heating around 21 0 °C under stirring and nitrogen stream. The reaction product was cooled to room temper- 
ature and poured into 300 ml of 1 N -hydrochloric acid to form a precipitate, which was then filtered out and washed 
with water. The precipitate was purified by silica gel column chromatography with chloroform as the eluent to obtain 
0.25 g (yield = 25.2 %) of red powdery tris[1 -(thianaphthene-2-yl)-isoquinoline-C 3 ,N]iridium (III). According to MAL- 
Di-TOF MS, M+ of the compound of 973.1 was confirmed. A toluene solution of the compound exhibited a luminescence 
spectrum showing Amax = 686 nm and a quantum yield of 0.07 relative to 1 .0 of lr(ppy) 3 . 

[0139] An EL device was prepared in the same manner as in Example 1 except for using the compound instead of 
Compound No. 1 and was confirmed to emit deep red luminescence under voltage application. 

<Example 10> (Synthesis of Example Compound No. 24) 

[0140] 




[0141] In a 100 ml-three-necked flask, 2.56 g (20.0 mmole) of 2-thiophene-2-boronic acid (made by Aldrich Co.), 
3.27 g (20.0 mmole) of 1-ch!oroisoquinoline, 18 ml of toluene, 9 ml of ethanol and 18 mol of 2M-sodium carbonate 
aqueous solution were placed and stirred at room temperature under nitrogen stream, and 0.72 g (0.62 mmole) of 
tetrakis(triphenylphosphine)palladium (0) was added thereto. Thereafter, reflux under stirring was performed for 9 hours 
under nitrogen stream. After completion of the reaction, the reaction product was cooled and extracted by addition of 
cold water and toluene. The organic layer was washed with saline water and dried on magnesium sulfate, followed by 
removal of the solvent under a reduced pressure to provide dry solid. The residue was purified by silica gel column 
chromatography (eluent: chloroform) to obtain 2.40 g (yield = 56.8 %) of 1 -(2-thienyl)isoquinoline. 
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<Example 11 > 



[0144] 



H 3 C 




aqueous solution were olaced an I cti rr oH ot r „ V 9ne ' 125 ml of e * han °' and 25 mol of 2M-sodium carbonate 
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[0146] In a 200 mi-three-necked flask, 0.58 mg (1 .64 mmole) of iridium (III) chloride-trihydrate (made by Acros Or- 
ganics Co.), 1 .61 g (7.34 mmole) of 1-(4-methylphenyl)isoquinoline, 45 ml of ethanol and 15 ml of water were placed 
and stirred for 30 mln. at room temperature under nitrogen stream, followed by 24 hours of reflux under stirring. The 
reaction product was cooled to room temperature, and the precipitate was recovered by filtration and washed with 
water, followed successive washing with ethanol and acetone. After drying under a reduced pressure at room temper- 
ature, 1.02 g (yield = 93.4 %) of red powdery tetrakis[1-(4-methylphenyl)isoquinoline-C 2 ,N]-(u,-dichloro)diiridium (III) 
(Example Compound No. 661) was obtained. Figure 10 shows a 1 H-NMR spectrum of a heavy chloroform solution of 
the compound. A toluene solution of the compound exhibited a luminescence spectrum showing Xmax = 617 n and a 
quantum yield of 0.46 relative to 1 .0 of lr(ppy) 3 . 




[0147] In a 200 ml-three-necked flask, 70 ml of ethoxyethanol, 0.95 g (0.72 mmole) of tetrakis[1-(4-methylphenyl) 
isoquinoline-C 2 ,N](u-dichloro)-diiridium (III), 0.22 g (2.10 mmole) of acetylacetone and 1 .04 g (9.91 mmole) of sodium 
carbonate, were placed and stirred for 1 hour at room temperature under nitrogen stream and then refluxed under 
stirring for 15 hours. The reaction product was cooled with ice, and the precipitate was filtered out and washed with 
water. The precipitate was then purified by silica gel column chromatography (eluent: chloroform/methanol = 30/1) to 
obtain 0.43 g (yield = 41.3 %) of red powdery bis[1 -(4-methylphenyl)isoquinoline-C 2 ,N](acetylacetonato)-iridium (III) 
(Example Compound No. 43). According to MALDI-TOF MS, M + of 728.2 of the compound was confirmed. Figure 11 
shows a 1 H-NMR of a heavy chloroform solution of the compound. A toluene solution of the compound exhibited a 
luminescence spectrum showing Xmax = 622 nm and a quantum yield of 0.70 relative to 1 .0 of lr(ppy) 3 . 
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SitS ,T 8 ^ "J | - th ?r necl<ed flask ' 0 27 9 mmole) of 1-(4-methylphenyl)isoquinoline 0 36 g (0 49 mmole) 

1 IdTeo^ m and 25 m ' ° f 9 ( Vcero.. werepfacec and™ d 

around 1 180 C under stirring and nitrogen stream. The reaction product was cooled to room temperature and ™„ *h 
■ into 170 ml of 1 N-hydrochloric acid, and the precipitate was filtered out, washed with JTaJZ^STtS^iSr 

the r t P T e hOUrS ' Pr6CiPitate W3S PUrified ^ silica 9 el co,u ™ chromatograp^wit?cMoro?orm as 
the ekient to obtain 0.27 g (yield = 64.5 %) of red powdery tris[1 -(4-methylph e n y i)-isoquino.ine-C2 Z inlm 0 M HE? 

sho P w S a 1H NMP IVITT" * TT™ ^ M+ ° f ^ * ^ W3S -nS^ed Fig i 12 

exhtofted a umT.tr °? T ch,oroform solution ° f the compound. A to.uene solution of the compound 
exhibited a luminescence spectrum showing Xmax = 61 9 nm and a quantum yield of 0.65 relative to 1 .0 of lr(ppy) 3 

<Example 12> 

[01 49] The following compounds were successively produced in the same manner as in Example 1 1 exceot for usinn 
4-n-hexylphenylboronic acid instead of the 4-methylphehylboronic acid P 9 

[0150] Tetrakis[1 -(4-n-hexylphenyl)isoquinoline-C2,N[(Michloro)diiridium (Example Compound No. 667) 

luminescence spectrum of toluene solution: Amax = 616 nm 
quantum yield = 0.40 relative to 1 .0 of lr(ppy) 3 . 

(M,) (Exam ? ,e compound No. 196) 

luminescence spectrum of toluene solution: Amax = 625 nm 
quantum yield = 0.87 relative to 1 .0 of lr(ppy) 3 

[0151] Tris[1-(4-n-hexylphenyl)isoquinoline.C2 N]-iridium (III) (Example Compound No. 192) 
MALDI-TOF MS: M + = 1057.5 

luminescence spectrum of toluene solution: Xmax = 621 nm 
quantum yield = 0.88 relative to 1.0 of lr(ppy) 3 

<Example 13> 

i°n 5 5tv, ^l! 0Win9 COmpOUnds were successively produced in the same manner as in Example 1 1 except for usina 
4-n-octylphenylboronic acid instead of the 4-methyiphenylboronic acid 9 
[0153] Tetrakis[1-(4-n-octylphenyl) isoquinoline-C* N[(u-dichloro)dimdium (Example Compound No. 669) 

luminescence spectrum of toluene solution: Amax = 617 nm 
quantum yield = 0.47 relative to 1 .0 of lr(ppy) 3 . 

[0154] Bist1-(4-n>octyiphenyl)isoquinoline-C2,N]-(acetylacetonato)iridium (III) (Example Compound No. 218) 
MALDI-TOF MS: M+ = 924.4 

luminescence spectrum of toluene solution: Xmax = 625 nm 
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quantum yield = 1.05 relative to 1 .0 of lr(ppy) 3 



[0155] Figure 13 shows a 1 H-NMR spectrum of a heavy chloroform solution of the compound. 
[0156] Tris[1-(4-n-octylphenyl)isoquinoline-C 2 ,N]-iridium (III) (Example Compound No. 214) 

MALDI-TOF MS: M+ = 1141.6 

luminescence spectrum of toluene solution: Xmax = 620 nm 
quantum yield = 0.75 relative to 1 .0 of lr(ppy) 3 

<Example 14> 



[0157] The following compounds were successively produced in the same manner as in Example 11 except for using 

4-tert-butylphenylboronic acid (made by Aldrich Co.) instead of the 4-methylphenylboronic acid. 

[0158] Tetrakis[1-(4-t-butylphenyl)isoquinoline-C 2 ,N](u.-dichloro)diiridium (Example Compound No. 665) 

luminescence spectrum of toluene solution: Xmax = 614 nm 
quantum yield = 0.39 relative to 1 .0 of lr(ppy) 3 . 

[0159] Bis[1-(4-t-butylphenyl)isoquinoline-C 2 ,N]-(acetylacetonato)iridium (III) (Example Compound No. 174) 
MALDI-TOF MS: M+ = 812.3 

luminescence spectrum of toluene solution: Xmax = 626 nm 
quantum yield = 0.66 relative to 1 .0 of lr(ppy) 3 

[0160] Tris[1-(4>t-butyiphenyl)isoquinoline-C 2 ,N]-iridium (III) (Example Compound No. 170) 
MALDI-TOF MS: M+ = 973.4 

luminescence spectrum of toluene solution: Xmax = 61 8 nm 
quantum yield = 0.73 relative to 1 .0 of lr(ppy) 3 

<Example 15> 

[01 61 ] The following compounds were successively produced in the same manner as in Example 1 1 except for using 

3- fluorophenylboronic acid (made by Aldrich Co.) instead of the 4-methylphenylboronic acid. 

[0162] Tetrakis[1-(5-fluorophenyl)isoquinoline-C 2 j N](u,-dichloro)diiridium (Example Compound No. 684) 

luminescence spectrum of toluene solution: Xmax = 625 nm 
quantum yield = 0.22 relative to 1 .0 of lr(ppy) 3 . 

[0163] Bis[1 -(5-fluorophenyl)isoquinoline-C 2 , N]-(acetylacetonato)iridium (III) (Example Compound No. 47) 
MALDi-TOF MS: M + = 736.2 

luminescence spectrum of toluene solution: Xmax = 629 nm 
quantum yield = 0.65 relative to 1 .0 of lr(ppy) 3 

[0164] Tris[1-(5-fluorophenyl)isoquinoline-C 2 , N]-iridium (III) (Example Compound No. 23) 
MALDI-TOF MS: M + = 859.2 

luminescence spectrum of toluene solution: Xmax = 626 nm 
quantum yield = 0.62 relative to 1 .0 of lr(ppy) 3 

<Example 16> 

[01 65] The following compounds were successively produced in the same manner as in Example 1 1 except for using 

4- phenoxyphenyIboronic acid instead of the 4-methylphenylboronic acid. 

[0166] Bis[1-(4-phenoxyphenyl)isoquinoline-C 2 ,N]-(acetylacetonato)iridium (III) (Example Compound No. 365) 
MALDI-TOF MS: M + = 884.2 
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luminescence spectrum of toluene solution: Amax = 608 nm 
quantum yield = 0.65 relative to 1.0 of lr(ppy) 3 

[0167] Tris[1-(4-phenoxyphenyl)isoquinoline-C2 NJ-iridium (III) (Example Compound No. 361) 
MALDI-TOF MS: M+ = 1 081 .3 

luminescence spectrum of toluene solution: Amax = 604 nm 
quantum yield = 0.54 relative to 1 .0 of lr(ppy) 3 

<Example 17> 

^^1^^' COm P° UndS ^ Were su ^ssively produced in the same manner as in Example 1 1 except for using 
3-methylphenylboronic acid instead of the 4-methylphenylboronic acid 9 
[0169] Bis[1-(4-5-meth y l P henyl)iso q uinoline-C2 N>(acetylacetonato)iridium (III) (Example Compound No. 44) 

MALDI-TOF MS: M+ = 728.2 

luminescence spectrum of toluene solution: Amax = 638 nm 
quantum yield = 0.78 relative to 1.0 of lr(ppy) 3 

[0170] Tris[1-(4-5-methylphenyl)isoquinoline-C2 N]-iridium (III) (Example Compound No. 20) 
MALDI-TOF MS: M+ = 847.3 

luminescence spectrum of toluene solution: Amax = 631 nm 
quantum yield = 0.71 relative to 1.0 of lr(ppy) 3 

<Example 18> 

L 0 ll 11 !-P h H en y" soc l uinoline synthesized in Example 7 was used instead of the 1 -(4-methylphen V l)isoauinoline used 
n Example 1 and the following compound was prepared in a similar manner as in Exampte I iTa t3feM ohen? 
isoqumol.ne-C* N)(p-dichloro)-diiridium (III) (Example Compound No 660) ° " P W " 

[0172] B,s(1-phenylisoquinoline-C2 t N)(acetylacetonato)-iridium (III) (Example Compound No. 42) 

MALDI-TOF MS: M + = 700.2 

luminescence spectrum of toluene solution: Amax = 604 nm 
quantum yield = 0.54 relative to 1 .0 of lr(ppy) 3 

<Example 19> 

^^Lti"!fS he h ny, 1; yl)iSOqUin0,ine WaS s y nthesi2ed *y usin 9 3-bipheny.boronic acid (made by Frontier Scientific 

compound exhibited a luminescence spectrum showing .max = 621 nm and a quantum 10 of 

<Example 20> 

[0174] 3-methyl-2,4-pentanedione (made by Aldrich Co.) instead of acetylacetone in Examole 1 1 and similark, ac 
m Example 11, bis[1 -(4-methylphenyl)-isoquino.ine-C2, N)(3-methyl-2, 4 -pentanediona to S ( l ' fExamole Com 
pound No. 126) was synthesized. Accordingto MALDI-TOF MS, M* of the compound of 742 2 • Z f , 

— 3 — — —ng J£=e^^—~ 

<Example 21 > 

[0175] 2,2,6,6-tetramethyl-3,5-heptanedione (made by Tokyo Kasei Kogyo) was used instead nf a^,i a ^t 
Example 11, and similarly as in Example 11, bis[1-(4-methylphenyl)isoquino ne S NU2 2 Te te r^XTsZn 
taned.onatOiridium („,) (Example Compound No. 127) was synthesVed. According "to" 2StoS!?SSS^ 
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pound of 81 2.3 was confirmed. A toluene solution of the compound exhibited a luminescence spectrum showing /Lmax 
= 624 nm and a quantum yield of 0.76 relative to 1 .0 of lr(ppy) 3 . 

<Example 22> 

[0176] 2-Phenylpyridine was used instead of the 1-(4-methylphenyl)isoquinoline used in Example 11, and similarly 
as in Example 11, bis(2-phenylpyridine-C 2 J N)(acetylacetonato)iridium (III) was synthesized via (2-phenylpyridine-C 2 , 
N)(^-dichloro)diiridium (III). The compound was reacted with 1 -phenylisoquinoline synthesized in Example 7 in a similar- 
manner as in Example 11 to obtain bis(2-phenylpyridine-C 2 N)(1-phenylisoquinoline-C 2 ,N)iridium (III) (Example Com- 
pound No. 64). According to MALDI-TOF MS, M+ of the compound of 705.2 was confirmed. A toluene solution of the 
compound exhibited a luminescence spectrum showing A.max = 61 8 nm and a quantum yield of 0.43 relative to 1 0 of 

ir(ppy) 3 - 

<Example 23> 

[0177] Bis(1 -phenylisoquinoline-C 2 : N) (acetyl acetonato) iridium (III) synthesized in Example 1 8 and 2-phenylpyridine 
were reacted in a similar manner as in Example 22 to obtain bis(1 -phenyiisoquinoline-C 2 ,N)(2-phenylpyridine-C 2 ,N) 
iridium (III) (Example Compound No. 31). According to MALDI-TOF MS, M + of the compound of 755.2 was confirmed. 
A toluene solution of the compound exhibited a luminescence spectrum showing Xmax = 61 7 nm and a quantum yield 
of 0.46 relative to 1 .0 of lr(ppy) 3 . 

<Example 24> 

[01 78] The following compounds were successively produced in the same manner as in Example 1 1 except for using 
4-butylphenylboronic acid (made by Lancaster Synthesis Co.) instead of the 4-methylphenylboronic acid. 
[0179] Tetrakis[1-(4-n-butylphenyl)isoquinoline-C 2 ,N]( <L L-dichloro)diiridium (Example Compound No. 664) 

luminescence spectrum of toluene solution: Xmax = 629 nm 
quantum yield = 0.44 relative to 1 .0 of lr(ppy) 3 . 

[0180] Bis[1-(4-butylphenyl)isoquinoline-C 2 ,N]-(acetylacetonato)iridium (III) (Example Compound No. 163) 
MALDI-TOF MS: M+ = 812.0 

luminescence spectrum of toluene solution: Amax = 626 nm 
quantum yield = 0.81 relative to 1.0 of lr(ppy) 3 

[0181] Tris[1-(4-butylphenyl)isoquinoiine-C 2 N]-iridium (III) (Example Compound No. 159) 
MALDI-TOF MS: M + = 973.3 

luminescence spectrum of toluene solution: Xmax = 621 nm 
quantum yield = 0.82 relative to 1.0 of lr(ppy) 3 

<Example 25> 

[0182] 5-Aminoisoquinoline (made by Tokyo Kasei Kogyo K.K.) was used to synthesize 1 -chloro-5-fluoroisoquinoline 
along the following path with yields as indicated. 




[0183] In the process of Example 11, phenylboronic acid was used instead of the 4-methylphenyl-boronic acid and 
1-chloro-5-fluoroisoquinoline was used instead of the 1 -chloroisoquinolineto synthesize 1-phenyl-5-fluoroisoquinoline, 
which was used instead of the 1 -(4-methylphenyl)isoquinoline otherwise in a similar manner as in Example 11 to syn- 
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thesize the following compounds successively. 

[0184] Tetrakis(1.phenyl-5-fluoroisoquinoline-C2 N ) (u.dichloro)dl iridium (III) (Example Compound No. 704) 

luminescence spectrum of toluene solution: Amax = 620 nm 
quantum yield = 0.38 relative to 1 .0 of lr(ppy) 3 . 

[0185] Bisd-phenyl-5-fluoroisoquinoline^, N)-(acetylacetonato)iridium (III) (Example Compound No. 240) 
MALDI-TOF MS: M+ = 735.8 

luminescence spectrum of toluene solution: Amax = 636 nm 
quantum yield = 0.70 relative to 1 .0 of lr(ppy) 3 

[0186] Trisd-phenyl-5.fluoroisoquinoline.C2 N)-iridium (III) (Example Compound No. 155) 
MALDI-TOF MS: M+ = 858.9 

luminescence spectrum of toluene solution: Xmax = 628 nm 
quantum yield = 0.55 relative to 1 .0 of lr(ppy) 3 

<Example 26> 
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[0189] Tetrated-phenyl-B-azaphenylisoquinoline-ca N)(Michloro)diiridium (III) (Example Compound No. 755) 

luminescence spectrum of toluene solution: Amax = 635 nm 
quantum yield = 0.40 relative to 1 .0 of lr(ppy) 3 . 

[0190] Bisd-phenyl-8-azaphenyl^ 

MALDI-TOF MS: M+ = 701.1 

luminescence spectrum of toluene solution: Amax = 631 nm 
[0191] Tris(1- P henyl-8-a2aphen y iisoquinoline-C2,N)-iridium (III) (Example Compound No. 609) 



63 

OCID: <EP 134871 1A1J.> 



EP1 348 711 A1 



MALDI-TOF MS: M + = 807.9 

luminescence spectrum of toluene solution: Xmax = 622 nm 
<Example 27> 

[0192] An EL device having a laminate structure as shown in Figure 1(b) was prepared. On an ITO electrode 14 
patterned on a 1.1 mm-thick alkali-free glass substrate 15, a-NPD was deposited in a thickness of 40 nm at a vacuum 
deposition rate of 0.1 nm/sec at a vacuum pressure of 10~ 4 Pa to form a hole-transporting layer 13, and then CBP and 
tris(1-phenylisoquinoline-C 2 ,N)iridium (Hi) (Example Compound No. 1) in an amount of providing a concentration of 9 
% were co-vacuum-deposited to form a 40 nm-thick luminescence layer 12 while controlling the heating conditions of 
the vacuum deposition boats so as to provide vacuum deposition rates of 0.1 nm/sec for CBP and 0.09 nm/sec for the 
iridium complex. 

[0193] Then, an electron -transporting layer was formed in athickness of 40 nm by vacuum deposition of bathophen- 
anthroline Bphen represented by a structural formula shown below at a rate of 0.1 nm/sec. 




[01 94] Thereon, a ca. 1 nm-thick potassium fluoride layer was formed as an electron-transporting layer 1 6 by vacuum 
deposition at a rate of 0.5 nm/sec, and then aluminum was vacuum-deposited in a thickness of 150 nm at a rate of 1 
nm/sec to provide a cathode metal 11. 

[01 95] The device of this Example was prepared-while aiming at the effects of (1 ) increased supply of electrons and 
suppression of hole leakage by use of Bphen, (2) improved electron-injection characteristic by use of KF and (3) opt- 
mization of optical layer thickness. The voltage-efficiency-luminance characteristics of the thus-obtained device are 
shown in Figure 5. 

[0196] The device of this Example succeeded in realizing efficiencies of 6.2 Im/W and 5.2 Im/W at luminances of 
100 cd/m 2 and 300 cd/m 2 , respectively. CIE coordinates were (0.68, 0.317) at 40 cd/m 2 , (0.682, 0.315) at 113 cd/m 2 
and (0.678, 0.317) at 980 cd/m 2 , thus showing that a sufficient color purity was provided according to a color standard 
of the NTSC. Thus, the luminescence color was substantially unchanged at different luminances and voltages. 
[0197] Tris(1-phenylisoquinoline-C 2 ,N)iridium (III) having a ligand of 1-phenylisoquinoline can provide red lumines- 
cence according to the NTSC standard even without adding a substituent to the ligand skeleton for luminescence color 
adjustment of the complex, and is thus excellent as a red luminescence material. Further, it is also a desirable lumi- 
nescence material from a practical viewpoint of shorter synthesis steps as the effect is attained by using a ligand having 
no substituent. 

[01 98] The drive conditions included an application voltage V = 5 volts and a current J = 1 .5 mA/cm 2 at a luminance 
of 300 cd/m 2 : and also 1 0 volts and 520 mA/cm 2 at 1 4000 cd/m 2 . The external quantum efficiency (E.Q.E.) values (%) 
of the thus-prepared EL device are plotted on Figure 6 and showing efficiencies remarkably improving the efficiency 
of the conventional EL device, e.g., over 10 % at 1 00 cd/m 2 . 

<Example 28> 

[0199] It is easy to successively synthesize the following compounds in the same manner as in Example 11 except 
for using 4-ethylphenylboronic acid (made by Lancaster Co.) instead of the 4-methylphenylboronic acid in Example 1 1 . 
[0200] Tetrakis[1-(4-ethylphenyl)isoquinoline-C 2 ,N(u.-dichioro)iridium (III) (Example Compound No. 662), 
[0201] Bis[1-(4-ethylphenyl)isoquinoline-C 2 ,N]-(acetylacetonato)iridium (III) (Example Compound No. 137), 
[0202] Tris[1-(4-ethylphenyl)isoquinoline-C 2 ,N]-iridium (III) (Example Compound No. 135). 

<Example 29> 

[0203] It is easy to successively synthesize the following compounds in the same manner as in Example 11 except 
for using 4-propylphenylboronic acid instead of the 4-methylphenylboronic acid in Example 11 . 
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Inlnt] 1 H? 1 -^-P^PyPh^yOisoquinoline-C^ N](M<chloro) iridium (HI) (Example Compound No 663) 
Intnll ^^P^P^^Oisoqulnoline-C^ N]-(acetylacetonato)iridium (III) (Example Compound No 148) 
[0206] Tris[1-(4-propylphenyl)isoquinoline-C2 > N)Hridium (III) (Example Compound No. 144). 

5 <Example 30> 

[0207] It is easy to successively synthesize the following compounds in the same manner as in Example 1 1 except 
for usmg ^sopropylphenylboronic acid (made by Lancaster Co.) instead of the 4-methylphenylboronic St 

10 • [0208] Tetrakis[1-(4-isopropylphenyl)isoquinoline-C2,N](^-dichloro)ihdium (III), 
[0209] Bis[1-(4-isopropylphenyl)isoquinoline'C2,N]-(acetylacetonato)iridium (III) 
[0210] Tris[1.(4-isopropylphenyl)isoquinoiine-C2,N]-iridium (III) (Example Compound No 146) 
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<Example 31 > 



[0211] It is easy to successively synthesize the following compounds in the same manner as in Example 11 except 
for us.ng 4-n-pentylphenylboronic acid instead of the 4-methylphenylboronic acid in Example 11 
S ?![f^- (4 -^^ (HI) (Example Compound No. 666), 

20 4 52 -^-P^'P 1 ^ 1 «oquinoline.CS N]-( a cetylacetonato)iridium (III) (Example Compound No. 1 85), 

[0214] Tr,s[1-(4-n-pentylphenyl),soquinoline-C2,N]-iridium (III) (Example Compound No 181) 



cExample 32> 



[0215] It is easy to successively synthesize the following compounds in the same manner as in Example 11 except 
no, U ^ n9 x' n ' hePty,pheny,b0r ° niC aCld inStead 0f the 4-methylphenylboronic acid in Example 11 " 
02 7 (III) (Example Compound No. 668), 

lit I ! (HI) (Example Compound No. 207), 

[0218] Tns[1-(4-n-heptylphenyl).soquinoline-C2 i N]-iridium (III) (Example Compound No. 203). 

3 o <Example 33> 

[021 9] The following compounds were successively produced in the same manner as in Example 1 1 except for usina 

moor P ^ ny,b0r0mC 3Cld (made by A,drlCh C ° > instead of the 4-methylphenylboronic acid 9 
^ [0220] Tetrakis[1 -(4-n-hexylphenyf)isoquinoline-C2 N[(u.-dichioro)diiridium (Example Compound No. 6B3) 

luminescence spectrum of toluene solution: Xmax = 602 nm 
quantum yield = 0.40 relative to 1 .0 of lr(ppy) 3 . 

[0221] Bis[1 -(4-fluorohexylphenyl)isoquinoline-C2 l N]-(acetylacetonato)iridium (III) (Example Compound No. 46) 
MALDI-TOF MS: M + = 737.2 

luminescence spectrum of toluene solution: Xmax = 603 nm 
quantum yield = 0.95 relative to 1 .0 of lr(ppy) 3 

45 [0222] Tris[1 -(4-fluorophenyl)isoquinoline-C2,N]-iridium (III) (Example Compound No. 22) 
MALDI-TOF MS: M + = 859.2 

luminescence spectrum of toluene solution: Amax = 596 nm 
quantum yield = 0.92 relative to 1 .0 of lr(ppy) 3 



<Example 34> 



[0223] Jhe following compounds were successively produced in the same manner as in Example 11 except for usino 

rotr IT?? r;r oronjc acid (made by A,drich co) instead ° f the ^^^1^. J d p 9 

[0224] Tetrak t s[1-(4.fluoro.5-methylphenyl)isoquinoline-C2 N](^dlchloro)diiridium (Example Compound No. 738) 
luminescence spectrum of toluene solution: Amax = 618 nm 
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[0225] Bis[1-(4-fluoro-5-methylphenyl)isoquinoline-C 2 ,N]-(acetylacetonato)iridium (III) (Example Compound No 
222) 

MALDI-TOF MS: M+ = 765.2 

luminescence spectrum of toluene solution: Xmax = 615 nm 

Tris[1-(4-fluoro-5-methylphenyl)isoquinoline-C2,N]-iridium (III) (Example Compound No. 226) 
MALDI-TOF MS: M + = 901 .1 

luminescence spectrum of toluene solution: Xmax = 616 nm 
<Example 35> 

[0226] The following compounds were successively produced in the same manner as in Example 1 1 except for using 
4-trifluoromethylphenylboronic acid (made by Lancaster Co.) instead of the 4-methylphenylboronic acid. 
[0227] Tetrakis[1-(4-trifluoromethylphenyl)isoquinoline-C 2 ) N[(u,-dichloro)diiridium 

luminescence spectrum of toluene solution: Xmax = 614 nm 
[0228] Bis[1-(4-trifiuoromethylphenyl)isoquinoline-C 2 ,N]-(acetylacetonato)iridium (III) 
MALDI-TOF MS: M+ = 836.1 

luminescence spectrum of toluene solution: Xmax = 623 nm 
quantum yield = 0.23 relative to 1.0 of lr(ppy) 3 

[0229] Tris[1-(4-trifluoromethylphenyl)isoquinoline-C 2 J N]-indium (III) (Example Compound No. 11) 
MALDI-TOF MS: M+ = 1009.2 

luminescence spectrum of toluene solution: Xmax = 608 nm 
quantum yield = 0.48 relative to 1.0 of lr(ppy) 3 

<Example 36> 

[0230] It is easy to successively synthesize the following compounds in the same manner as in Example 11 except 
for using 3-trifluoromethylphenylboronic acid (made by Lancaster Co.) instead of the 4-methylphenylboronic acid in 
Example 11. 

[0231] Tetrakis[1-(5-trifluoromethylphenyl)isoquinoline-C 2 ]N(p.-dichloro)iridium (111) 

[0232] Bis[1-(5-trifiuoromethylpheny!)isoquinoline-C 2 ,N]-(acetylacetonato)iridium (III) 

[0233] Tris[V(5-trifluoromethylphenyl)isoquinoline-C 2 J N)-iridium (Ml) (Example Compound No. 12). 

<Example 37> 

[0234] The following compounds were successively produced in the same manner as in Example 11 except for using 

3,5-difluoro-3-methylphenylboronic acid (made by Aldrich Co.) instead of the 4-methylphenylboronic acid. 

[0235] Tetrakis[1-(3 ! 5-difiuoro-3-methylphenyi)iso-quinoline-C 2 J N[(^-dichloro)diihdium (Example Compound No 
686) 

luminescence spectrum of toluene solution: Xmax = 618 nm 

[0236] Bis[1-(3,5-fluoro-3-methylphenyl)isoquinoline-C 2 ,N]-(acetylacetonato)iridium (III) (Example Compound No 
425) 

MALDI-TOF MS: M+ = 765.2 

luminescence spectrum of toluene solution: Xmax = 625 nm 
[0237] Tris[1-(3 j 5-difiuoro-3-methylpheny!)isoquinoline-C 2 J N]-iridium (III) (Example Compound No. 421) 
MALDI-TOF MS: M + =901 .2 

luminescence spectrum of toluene solution: Xmax = 616 nm 
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<Example 38> 
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[0238] It is easy to successively synthesize the following compounds in the same manner as in Example 1 1 except 
for using 2,3-difluorophenylboronic acid instead of the 4-methyiphenylboronic acid in Example 11 
[0239] Tetrakistl •(5,6-dlfluorophenyl)isoquinoline-C2 J N](fi-dichloro)iridium (III) 

[0240] Bis[1 -(S.S-dmuorophenyOteoquinoline-C^NKacetylacetonatoJiridium (III) (Example Compound No 501 ) 
[0241] Tns[1 -(5 l 6-dlfluorophenyl)iBoquinoline-ca | N]-iridium (III) (Example Compound No 497) 



= Example 39> 



[0242] It is easy to successively synthesize the following compounds in the same manner as in Example 1 1 except 

for using 2 J 3-d,fluoro-4-n-butylphenylboronic acid instead of the 4-methylphenylboronic acid in Example 11 

[DM3] Tetrakis[1.(4-n-butyl-5 ) 6-dmuoro P henyl)-isoquinoline-C2N(Mrchloro)iridium (III) (Example Compound No. 

15 [0244] Bis[1-(4-n-butyi-5,6-dif!uorophe (|||) (Example Compound No. 

[0245] Tris[1 -(4-n-butyl-5,6-difluorophenyl)isoquinoline-C2 f N]-iridium (III) (Example Compound No. 530). 
<Example 40> 



w !! J 1 iS K Sa ^ 1° s " ccessive| y synthesize the following compounds in the same manner as in Example 1 1 except 
for using 1 -phenyl-5-tnfluoromethylisoquinollne, synthesized in the same manner as in Example 7 by using 1 -chloro- 
5-trifluoromethylisoquinoline instead of the 1 -chloroisoquinoline in 



25 Example 7. 



I et ^ ki t [1 " P ^ ny| - 5 " trifl ^ ("I) (Example Compound No. 706) 

[0248] Bis[1-phenyl-5-tnfluoromethylisoquinoline-C2,N]-(acetylacetonato)iridium (III) 
[0249] Tris[1 -phenyl-5-trifluoromethylsoquinoline-C2,N]-iridium (III) (Example Compound No 83) 



<Example 41 > 



[0250] It is easy to successively synthesize the following compounds in the same manner as in Example 11 except 
for using 1-phenyl-4-trifluoromethylisoquinoline, synthesized in the same manner as in Example 7 by using 1-chloro- 
4-trif luoromethylisoquinoline instead of the 1 -chloroisoquinoline in Example 7 

nllll I 6t rf kiS i 1 " phenyM - tri,luorometh y |isot 1 uin °«^-C2N](Michloro)iridium (III) (Example Compound No. 706) 

[0252] Bist1-phenyl-4-trifluoromethylisoquinoline-C 2 ,N]-(acetylacetonato)iridium (III) 

[0253] Tris[1-phenyl-4-trifluoromethylsoquinoline-C2,N]-iridium (III) (Example Compound No B2) 



40 <Example 42> 



[0254] It is easy to successively synthesize the following compounds in the same manner as in Example 11 except 
for using 1-phenyl-4-trif luoromethylisoquinoline, synthesized in the same manner as in Example 7 by using 1-chloro- 
4-tnf luoromethylisoquinoline instead of the 1 -chloroisoquinoline in Example 7 
45 Inlltl I et ^ k t [1 " phenyl " 4 - tri,luoroiso ^ uinoline - C2 - N K.^-dichloro)iridium (III) (Example Compound No 705) 
[0256] Bis[1-phenyl-4-trifluoroisoquinoline-C2,N](acetylacetonato)iridium (III), 
[0257] Tris(1-phenyl-4-trifluoroisoquinoline-C2,N]-iridium (III) (Example Compound No B1) 



<Example 43> 



KL I c ! 3 ff y 10 S K UCCe t f ive| y s y nt hesi 2 e the following compounds in the same manner as in Example 1 1 except 
Inn T l 5-d.fluorophenylboronic acid and 1 -chloro-5-fluoroisoquinoline instead of the 4-methylphenWboronic acid 
and 1 -chloroisoquinoline, respectively, in Example 11. 
[0259] Tetrakis[1-(3,5-difluorophenyl^ 

[0260] His[1-(3.5-difluorophenyl)-5-fluoroisoquinoline-C2,N](acetylacetonato)iridium (III) 

[0261] Tris[1 -(3,5-difluorophenyl)-5-fluoroisoquinoline-C2 NJiridium (III) (Example Compound No 232) 
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<Example 44> 

[0262] It is easy to successively synthesize the following compounds in the same manner as in Example 11 except 
for using 4-difiuorophenylboronic acid and 1 -chloro-4-fluoroisoquinoline instead of the 4-methylphenylboronic acid and 
1-chloroisoqulnoline, respectively, in Example 11. 

[0263] Tetrakis[1-(4-difluorophenyl)-4-fluoroisoquinoline-C 2 ,N] (u.-dichloro)diiridium (III). 

[0264] Bis[1-(4-difluoropheny!)-4-fluoroisoquinoline-C 2 ,N)(acetylacetonato)iridium (III). 

[0265] Tris[1-(4-difluorophenyl)-4-fluoroisoquinoline-C 2 ,N]iridium (III) (Example Compound No. 230). 

<Example 45> 

[0266] It is easy to successively synthesize the following compounds in the same manner as in Example 11 except 
for using 4-difiuorophenylboronic acid and 1 -chloro-5-fluoroisoquinoline instead of the 4-methylphenylboronic acid and 
1-chloroisoquinoline, respectively, in Example 11 . 

[0267] Tetrakist1-(4-difluorophenyl)-5-fluoroisoquinoline-C2,N](u-dichloro)diiridium (III). 
[0268] Bis[1 -(4-difluorophenyI)-5-fluoroisoquinoline-C 2 , N](acetylacetonato)iridium (III). 
[0269] Tris[1 -(4-difluorophenyl)-5-fluoroisoquinoline-C 2 ,N]iridium (III) (Example Compound No. 228). 

<Example 46> 

[0270] It is easy to successively synthesize the following compounds in the same manner as in Example 11 except 
for using 4-trifiuoromethylphenylboronic acid and 1 -chloro-4-fluoroisoquinoline instead of the 4-methylphenylboronic 
acid and 1-chloroisoquinoline, respectively, in Example 11. 
[0271] Tetrakis[1-(4-trifluorofluo 

[0272] Bis[1-(4-trifluoromethylphenyl)-4-fluoroisoquinoline-C 2 ,N](acetylacetonato)iridium (III). 

[0273] Tris[1-(4-trifluoromethylphenyl)-4-fluorpisoquinoline-C 2 ,N]iridium (III) (Example Compound No. 256). 

<Example 47> 

[0274] It is easy to successively synthesize the following compounds in the same manner as in Example 11 except 
for using 4-fluorophenylboronic acid and 1 -chloro-4-trifluoromethylisoquinoline instead of the 4-methylphenylboronic 
acid and 1-chloroisoquinoline, respectively, in Example 11. 

[0275] Tetrakis[1 -(4-fluorophenyl)-4-trifluoromethyl quinoline-C 2 ,N](^dichloro)diiridium (III). 

[0276] Bis[1-(4-fluorophenyl)-4-trifluoromethylquinoline-C 2 ,N](acetylacetonato)iridium (III). 

[0277] Tris[1-(4-fluorophenyl)-4-trifluoromethylisoquinoiine-C 2 ,N]iridium (III) (Example Compound No. 231). 

<Example 48> 

[0278] It is easy to successively synthesize the following compounds in the same manner as in Example 11 except 
for using 4-fluorophenyiboronic acid and 1-chloro-5-fluoroisoquinoline instead of the 4-methylphenylboronic acid and 
1-chloroisoquinoline, respectively, in Example 11. 

[0279] Tetrakis[1-(4-fluorophenyl)-5-trifluorom (III). 
[0280] Bis[1-(4-fluorophenyl)-5-trifluoromethyiisoquinoiine-C 2 ,N](acetylacetonato)iridium (III). 
[0281] Tris[1 -(4-fluorophenyl)-5-trifluoromethylisoquinoline-C 2 ,N]iridium (III) (Example Compound No. 229). 

<Example 49> 

[0282] It is easy to successively synthesize the following compounds in the same manner as in Example 11 except 
for using 4-trifluoromethylphenylboronic acid and 1 -chloro-4-trifluoromethylisoquinoline instead of the 4-methylphenyl- 
boronic acid and 1 -chioroisoquinoline, respectively, in Example 11 . 

[0283] Tetrakis[1-(4-trifluoromethylph^ (m) (Example 

Compound No. 691). 

[0284] Bis[1-(4-trifluoromethylphenyl)-4-trifluoromethylisoquinoline-C 2 ,N] (acetylacetonato) iridium (III). 
[0285] Tris[1-(4-trifluoromethylph^ 

<Example 50> 

[0286] it is easy to successively synthesize the following compounds in the same manner as in Example 11 except 
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^?aS^^^ ll T ,nlC 1 ^'^-^"^^ethylisoquinoline instead of the 4-methylphenyl- 

Doronic acid and 1-chloroisoquinoline, respectively, in Example 11 

S IlTi [ tT trif ^ 

[0289] ™«1-(4-tnfluoromethy^ 
<Example 51> 

fofu^L 3 i% 6 t,m ,0 &U T S t Synthesi2e the fo,,owi "9 compounds in the same manner as in Example 1 1 except 
%Z?££2T°7 V T° (made by Lan ° aSter C0 ) and 1 -^loro-4-trif luoromethylisoquinoline instead 
rl«!, T V P ny ' b0r0n,C aC ' d and 1-chloroisoquinoline, respectively, in Example 11 

[0293] Tn S [1-(3 l 4,5-tr l f| U oro P henyl)-4-trifluoromethylisoquinoline-C2 N]iridium (III) (Example Compound No. 253). 
<Example 52> 

fofusL 5 ?i*SS 10 SU ^ eSS r ly s V nthesi ^ the following compounds in the same manner as in Example 11 except 
of the 4 henylb0r ° nic acid < made by Lancas ter Co.) and 1 -chloro-5-trifluoromethylisoquinoline instead 
t y P henylboronic acid and 1-chloroisoquinoline, respectively, in Example 11 

S297 ?SrVn/;T t 0rOP ? ny ?" 5 " tnf,UOr0methylis0quinoline - C2 ' N Hacetylacetonato)iridium III . 
[0297] Tnst1-(3,4,5-tnfluorophenyl).5-trifluoromethyliso q uinoline-C2 NJiridium (III) (Example Compound No. 250). 

<Example 53> 

KL 3 4 T^L^T the fol,owin 9 compounds in the same manner as in Example 1 1 except 
fo us.ng 3,4,5 6-tetrafluorophenylboron,c acid and 1-chloro-4-trifluoromethylisoquinoline instead of the ImethvlonT 
nylboronic acid and 1 -chloroisoquinollne, respectively, in Example 11 methylphe- 

? Sl ;; ( ?///- tr,f,uor °P^^ (III) 
[0301] Tns [ 1- { 3,4,5,6-tetraf,uoropheny. ) -4-trif l uoromethyli S oquino,ine.C 2 ,N ] iriLm (III) (Example Compound No. 

<Example 54> 

[0302] It is easy to successively synthesize the following compounds in the same manner as in Examole 1 1 exc^r 
for us,ng 3,4,5,6-tetrafluorophenylboronio acid and 1 -chloro-5-trifluoromethylisoquinoTne instead oUhe S me hvSf 
nylboromc acid and 1 -chloroisoquinoline, respectively, in Example 11 4-methylphe- 

^pLTl^^ <'"> < E * am P le 

[0305] Tns[1-(3,4,5,6-t e trafluoroph e ny,)-5-tnfluoromethy.isoquino,in 6 -C 2 ,N]iridium (III) (Example Compound No. 
<Example 55> 

[0306] It is easy to synthesize 1-chloro-3,4,5,6,7,8-hexafluoroisoquinoline along thefollowinq oath accordino to n™ 
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A!CI 3 .C1 2 




(C!>6 



Cl v CI 



in autoclave Cf ^ 




I KF 



I in F- 
autoclave 



R F 




[0307] It is easy to successively synthesize the following compounds in the same manner as in Example 1 1 except 
for using 3,4,5, 6-tetrafluorophenylboronic acid and the above-synthesized 1 -chloro-3,4,5,6,7,8-hexaf luoroisoquinoline 
instead of the hexafluoroisoquinoline instead of the 4-methylphenylboronic acid and 1 -chloroisoquinoline, respectively, 
in Example 11 . 

[0308] Tetrakis[1-(3,4,5,6-tetrafluoroph ( m) ( Ex _ 

ample Compound No. 709). 

[0309] Bistl-CS^.S^-tetrafluorophenyO-S^.S.ey.S-hexafluoroisoquinoline-C 2 ^] (acetylacetonato) iridium (Ml) (Ex- 
ample Compound No. 457). 

[0310] Trist1>(3,4,5,6-tetrafluorophenyl)-3 J 4,5,6 ! 7,8-hexafiuoroisoquinoline-C 2 ,N)iridium (III) (Example Compound 
No. 454). 

<Example 56> 

[0311] It is easy to successively synthesize the following compounds in the same manner as in Example 11 except 
for using 3-isopropyiphenylboronic acid (made by Lancaster Co.) instead of the 4-methyiphenyIboronic acid in Example 

[0312] Tetrakis[1-(5-isopropyiphenyl)isoquinoline-C2,N](^-dichloro)iridium (III), 

[0313] Bis[1-(5-isopropylphenyl)isoquinoline-C 2 ,N]-(acetylacetonato)iridium (III), 

[0314] Trist1-(5-isopropylphenyl)isoquinoiine-C 2 ,N]-iridium (III) (Example Compound No. 315). 

<Example 57> 

[0315] It is easy to successively synthesize the following compounds in the same manner as in Example 11 except 

for using 3-butylphenylboronic acid instead of the 4-methylphenylboronic acid in Example 11 . 

[0316] Tetrakis[1-(5-butyiphenyl)isoquinoline-C 2 ,N](^dichloro)iridium (III) (Example Compound No. 725), 

[0317] Bis(1-(5-butylphenyl)isoquinoline-C 2 ,N]-(acetylacetonato)iridium (III), 

[0318] Tris[1-(5-butylphenyl)isoquinoline-C 2 ,N]-iridium (III) (Example Compound No. 316). 

<Example 58> 



[0319] It is easy to successively synthesize the following compounds in the same manner as in Example 11 except 
for using 3-octylphenylboronic acid (made by Lancaster Co.) instead of the 4-methylphenylboronic. acid in Example 1 1 . 
[0320] Tetrakis[1-(5-octylphenyl)isoquinoline-C 2 ]N(u.-dichloro)iridium (IN) (Example Compound No. 730), 
[0321] Bis[1-(5-octylphenyl)isoquinoline-C 2 ,N]-(acetylacetonato)iridium (III), 
[0322] Tris[1-(5-octylphenyl)isoquinoline-C 2 ,N]-iridium (III) (Example Compound No. 321). 

<Example 59> 

[0323] It is easy to successively synthesize the following compounds in the same manner as in Example 11 except 
for using 3-methoxyphenylboronic acid (made by Lancaster Co.) instead of the 4-methylphenylboronic acid in Example 
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[0324] Tetrakis[1 -(5-methoxyphenyl)isoquinoline-C 2 ]N(Li.djchloro)iridium (III), 

[0325] Bis[1-(5-methoxyphenyl)isoquinoline-C 2 l NHacetylacetonato)iridium (III) 

[0326] Tris[1 -(5-methoxyphenyl)isoquinoline-C2, N]-iridium (III) (Example Compound No. 375). 

<Example 60> 

[0327] It is easy to successively synthesize the following compounds in the same manner as in Example 1 1 except 
°l^' n 9 3-hepty oxyphenylboronic acid instead of the 4-methy.oxyphenylboronic acid in Example 11 * 
[0328] Tetrakis[1-(5-heptyloxyphenyl)isoquinoline-C2,N( H -dichloro)iridium (III) 
[0329] Bis[1 -(5-heptyloxyphenyl)isoquinoline-C2,N]-(acetylacetonato)iridium (III) 
[0330] Tris[1 -(5-heptyloxyphenyl)isoquinoline-C2 N]-iridium (III) (Example Compound No. 398). 

<Example 61 > 

[0331 ] It is easy to successively synthesize the following compounds in the same manner as in Example 1 1 except 

^ u d s :, 9 the7m:z:r\ phenyiboro f H cid (made by Aidrich °°-> and i^">^uon«» B ^ u i 1 ^ 

stead of the 4-methylphenylboronic acid and 1 -chloroisoquinoline, respectively in Example 11 

E Sm t [ t 1 :i 4 - trifluo ~ meth ^P hen y | H-trifluoromethyli SO quinoline-C2,N] (Michloro)diiridium (III). 

[0334] Tr.s[1 -(tr.fluoromethoxyphenyl)-4-trif luoromethylisoquinoline-C2,N]iridium (III) (Example Compound No. 41 1 ). 

<Example 62> 

[0335] It is easy to successively synthesize the following compounds in the same manner as in Example 11 exceot 

Sfc^:^-^ 1 - Ch,orc - 5 - trifl ~ thylisoquinoline instead ol the 4 me hy^nt 

nylboronic acid and 1 -chloroisoquinoline, respectively, in Example 11 

mS ?fi r V?;: ,f r rome lK° xyphenyl) ^ 

[0338] Tr,s[1-(4-tr,fluoromethoxy P he n yl)-5-trif.uoromethylisoquinoline-C2,N]iridium (III) (Example Compound No. 
<Example-63> 

[or 3 n!L z I S r Sy l ° S " CCeSS j Ve,y s V nthesi ^ the following compounds in the same manner as in Example 11 except 
lc d and 4 - t ;; ,UOrometho 7P hen y |b — te acid and 1 -chloro-4-fluorofeoquinoline instead of the 4-methy,pheny.boronic 
acid and 1 -chloroisoquinoline, respectively, in Example 11. 

K£S v'TlT* i 4 -^ uor ^ ho W he "yl)^-fluoroi8oq U lnoline^a i Nl (n-dichloro)diiridium (III). 

nllll ?'^Y ( ?; r omethoxyp ^^ 

[0342] Tr,s[1-(4-tr,fluoromethoxyphenyl)-4-fluoroisoquinolin 6 -C2,N)iridium (III) (Example Compound No. 409). 
<Example 64> 

E&L^ (IM) iS ^"thesized in a similar manner as 

n Example 11 by using 1-(4-propylphenyl).soquinoline of Example 29 and via tetrakisM -U-DronvlDhPnvhi*™,,!™ 

ol.ne-C2,N),nd l um (III) (Example Compound No. 283) by reacting the compound with 1-phenylisoquinoline of Example 
<Example 65> 

^v Li™ ? -P* 6 ^ 80 *™ 0 " ^;C 2 ,NHacetylacetonato)iridium (I II) is synthesized in a similar manner as in Example 
11 by using 1 -phenyhsoquinol.ne instead of 1 -(4-methylphenyl)isoquinoline of Example 11 and via tetrakisri ohZT 
.soqu,nol,ne-C ,N](a-dich.oro.)diiridium (Ml). It is easy to synthesize b^^u^^.r^^^J^Z 
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<Example 66> 

[0345] It is easy to synthesize the following compound in a similar manner as in Example 22 except for using 1 -(4-hex- 
ylphenyl)isoquinoline instead of the 2-phenylpyridine used in Example 22. 

[0346] Bis[1-(4-hexylphenyl) isoquinoline-C 2 N] (1 -phenylisoquinoline^ 2 . N)iridium (III) (Example Compound No 
287). 

<Example 67> 

[0347] It is easy to synthesize the following compound in a similar manner as in Example 22 except for using 1 -phe- 
nylisoquinoline and 1 -{4-hexylphenyl)-isoquinoline instead of the 2-phenyipyridine and 1 -phenylisoquinoline, respec- 
tively, in Example 22. 

[0348] Bis(1-phenylisoquinoline-C 2 : N)(1 -(4-hexyphenyl)isoquinoline-C 2 ,N]iridium (III) (Example Compound No 
303). 

<Example 68> 

[0349] It is easy to synthesize the following compound in a similar manner as in Example 22 except for using 1 -(4-oc- 
tylphenyl)isoquinoline instead of the 2-phenylpyridine in Example 22. 

[0350] Bisri-(4-octylphenyl)isoquinoline-C 2 ,N](1-phenylisoquinoline-C 2 j N)iridium (III) (Example Compound No 
289). 

<Example 69> 

[0351 ] It is easy to synthesize the following, compound in a similar manner as in Example 22 except for using 1 -phe- 
nylisoquinoline and 1-(4-octyiphenyl)-isoquinoline instead of the 2-phenylpyridine and 1 -phenylisoquinoline, respec- 
tively, in Example 22. 

[0352] Bis(1-phenylisoquinoline-C 2 ; N)[1-(4-octylphenyl)isoquinoiine-C2.N]iridium (III) (Example Compound No 
305). 

<Example 70> 

Preparation of activated copper powder: 

[0353] 400 g (2.5 mmole) of copper sulfate is dissolved in 2500 ml of hot water and then cooled, and 21 9 mg (3.35 
mole) of zinc powder is added thereto at the same temperature. After washing with water by decantation, 5 %-hydro- 
chloric acid is added thereto until hydrogen gas generation is terminated to dissolve the zinc. Copper powder is recov- 
ered by filtration, washed with water and then with methanol and dried to obtain 149 g of activated copper powder. 
[0354] It is easy to synthesize 4-perfluorohexylphenylboronic acid by using the activated copper powder along the 
following path: 

activ.Cu powder 

c c p i3 1 /=\ 1)n-BuLi 3)H+ /=v 

2)(CH 3 0) 3 B Y_/ 

[0355] It is easy to successively synthesize the following compounds in the same manner as in Example 11 except 

for using 4-perfluorohexylphenylboronic acid instead of the 4-methylphenylboronic acid in Example 11 . 

[0356] Tetrakis[1-(4-perfluorohexylphenyl)isoquinoline-C 2 ]N(M«chloro)iridium (III) (Example Compound No. 715), 

[0357] Bis[1-(4-perfluorohexylphenyl)isoquinoline-C 2 ,N]-(acetylacetonato)iridium (III), 

[0358] Tris[1-(4-perfluorohexylphenyl)isoquinoline-C 2 ,N]-iridium (III) (Example Compound No. 475). 

<Example 71 > 

[0359] It is easy to successively synthesize the following compounds in the same manner as in Example 11 except 
for using 4-perfluorohexylphenylboronic acid and 1-chloro-4-fluoroisoquinoline instead of the 4-methyiphenylboronic 
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acid and 1-chloroisoquinoline, respectively, in Example 11. 

[0360] Tetrakis[1-(4-perfluorohexylphenyl)-4-fluoroisoquinoline-C2,N](^-dichloro)diiridium (III) 

[0361] Bis[1-(4-perfluorohexylphenylH-fluoroisoquinoline-C2,N](acetylacetonato)iridium(lll) 

[0362] Tris[1 -(4-perfluorohexylphenyl)-4-fluoroisoquinoline-C2 NJiridium (III) (Example Compound No. 478). 

<Example 72> 

[0363] It is easy to successively synthesize the following compounds in the same manner as in Example 1 1 except 

ZZcVlTtT h? Xy IPheny,b ° r0 1 - ch '°-4-t^°r°rnethylisoquino<ine instead of the 4-methy,phenyl- 
boronic acid and 1-chloroisoquinohne, respectively, in Example 11 

K«2 "' s[ // ( */ perfluorohexylp ^^ 

[0366] Tr,s[1-(4-p e rfluorohexylphenyl)-4-trifluoromethylisoquinoline-C2,N]iridium(lll)(ExampleCompoundNo.477). 
< Example 73> 

[0367] It is easy to successively synthesize the following compounds in the same manner as in Example 1 1 except 
Lc d"^ 1 M IUOrohexylphen Vlboronic acid and 1 -ch.oro-5-fluoroisoquinoline instead of the 4-methy7 P heny borS 
acid and 1-chloroisoquinoline, respectively, in Example 11 ' 

ESS l et T!^ -^^^'e^y')- 5 ^ 

ESS3 ? st r V ( f; pe ^, uorohexylphenyl) - 5 - trifluorometh y |iso ^ ino|in ^ 

[0370] Tns[1-(4-perfluorohexylphenyl)-5-trifluoromethylisoquinolin e -C2,N]iridium (III) (Example CompoundNo. 476). 
<Example 74> 

[0371 ] It is easy to synthesize the following compound in a similar manner as in Example 22 except for using 1 -(4-oer- 
fluorohexylphenyl),soquinoline instead of the 2-phenylpyridine in Example 22 P^orusmgi (4 per 

pound No Bi ^ 9 ^ (III) (Example Com- 

<Example 75> 

[0373] .t is easy to synthesize the following compound in a similar manner as in Example 22 except for using 1 -phe- 
in Exan;S"S rf,U0rOheXy,Pheny,)iSOqUinO,ine " «d I-pU^SX 

P ?undNo Bi iT eny,iSOqUin ° line ^^ (,,,) (ExamplS Com " 

<Example 76> 

[0375] It is easy to synthesize 4-(1 H,1 H,2H,2H-perfluoropentyloxy)phenylboronic acid along the following the path: 

0^ s ° 2c ' „ h °-"0 " 

C 3 F 7 CH 2 CH 2 OH - C 3 F 7 CH 2 CH20S02 




/=\ 1) n-BuLi 3) H+ 

C 3 F 7 H 2 CH 2 CO-^^-Br - - C 3 F 7 H 2 CH 2 CO-K v /-B(OH) 2 

W 2)(CH 3 0) 3 B \-f 

[0376] It is easy to successively synthesize the following compounds in the same manner as in Example 1 1 except 
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for using 4-(1H,1 H,2H,2H-perfluoropentyloxy)-phenylboronic acid instead of the 4-methylphenylboronic acid in Exam- 
ple 11. 

[0377] Tetrakis{1-[4-(1HJH,2H,2H-perfluorope^ ( m )> 
[0378] Bis{1-[4-(1HJH ; 2H,2H-perfluoropen ( m ). 
[0379] Tris{1-[4-(1H,1H,2H,2H-pemuoropentyloxyethylphenyl]isoquinoline-C 2 ,N}-iridium (III) (Example Compound 

No. 469). 
<Example 77> 

[0380] It is easy to synthesize the following compound in a similar manner as in Example 22 except for using 1 -[4-(1 H, 
1H,2H,2H-perfluoropentyloxy)-isoquinoline instead of the 2-phenylpyridine in Example 22. 

[0381] Bis{1-[4-(1H,1H : 2H,2H-perfiuoropentyloxy)phenyl]isoquinoline-C 2 : N} (1-phenylisoquinoline-C 2 ,N)iridium (III) 
(Example Compound No. 470). 

<Example 78> 

[0382] It is easy to synthesize the following compound in a similar manner as in Example 22 except for using 1 -phe- 
nylisoquinoline and 1-[4-(1H,1H,2H,2H-perfluoropentyloxy)phenyI]isoquinoline instead of the 2-phenylpyridine and 
1-phenylisoquinoline, respectively, in Example 22. 

[0383] Bis(1-phenylisoquinoline-C 2 : N){1-[4-(1H,1H,2H,2H-perfluoropentyloxy)phenyl]isoquinonne-C 2 ,N}iridium (III) 
(Example Compound No. 471). 

<Example 79> 

[0384] It is easy to synthesize 4-(1 H,1 H-perf!uoroheptyloxy)phenylboronic acid along the following path: 



(CFjSOJO 
C 6 F t2 CH 2 OH * 




1) n-BuU 3) H+ /=\ 

— ' C 6 F 13 CH 2 0-^ >—B{OH) 2 

2) (CH,0) 3 B ^-^ 

[0385] It is easy to successively synthesize the following compounds in the same manner as in Example 11 except 

for using 4-(1H,1 H-perfluoroheptyloxy)-phenylboronic acid instead of the 4-methylphenylboronic acid in Example 11 . 

[0386] Tetrakis {1-[4-(1H,1H-perfluoroheptyloxy)phenyl]-isoquinoline-C 2 J N} (u,-dichloro)iridium (Ml), 

[0387] Bis{1-[4-(1 H,1 H-perfluoroheptyloxy)phenyl]-isoquinoline-C 2 ,N}-(acetylacetonato)iridium (III), 

[0388] Tris{1-[4-(1H,1H-perfluoroheptyloxy)phenyl]-isoquinoline-C 2 ,N}-ihdium (III) (Example Compound No. 481). 

<Example 80> 

[0389] It is easy to synthesize the following compound in a similar manner as in Example 22 exceptf or using 1 -[4-(1H, 
1H-perfluoroheptyloxylphenyl]-isoquinoline instead of the 2-phenylpyridine in Example 22. 

[0390] Bis{1-[4-(1H,1H-pemuoroheptyloxy)phenyl]isoquinoline-C 2 ; N}(1-phenylisoquinoline-C 2 ,N)iridium (III) (Ex- 
ample Compound No. 483). 

<Example 81 > 

[0391 ] It is easy to synthesize the following compound in a similar manner as in Example 22 except for using 1 -phe- 
nylisoquinoline and 1 -[4-(1 H,1 H-perfluoroheptyloxy)phenyl]isoquinoiine instead of the 2-phenylpyridine and 1 -phenyl- 
isoquinoiine, respectively, in Example 22. 

[0392] Bis(1 -phenylisoquinoline-C 2 N){1 -[4-(1 H,1 H-perfluoroheptyloxy)phenyl]isoquinoline-C 2 ,N}iridium (III) (Ex- 
ample Compound No. 484). 
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<Example 82> 

[0393] It is easy to successively synthesize the following compounds in the same manner as in Example 11 except 
for using phenylboronic acid and 1 -chloro-4-hexylisoquinoline instead of the 4-methylphenylboronic acid and 1-chlor- 
^ oisoquinoline, respectively, in Example 11 . 

[0394] Tetrakis[1-phenyl-4-hexylisoquinoline-C 2 ,N](u,-dichloro)diiridium (III). 
[0395] Bis[1-phenyl-4-hexylisoquinoline-C 2 ,N](acetylacetonato)iridium (III). 
[0396] Tris[1-phenyl-4-hexylisoquinoline-C 2 ,NJiridium (III) (Example Compound No. 156). 

10 <Example 83> 

[0397] It is easy to successively synthesize the following compounds in the same manner as in Example 11 except 
for using phenylboronic acid and 1-chloro-5-fluoroisoquinoline instead of the 4-methylphenylboronic acid and 1-chlo- 
roisoquinoline, respectively, in Example 11. 
15 [0398] Tetrakis(1-phenylphenyl>5-octylisoquinoline-C 2 ,N)(^L-dichloro)diiridium (III). 
[0399] Bis(1-pheny!-5-octylisoquinoline-C 2 ,N)(acetylacetonato)iridium (III). 
[0400] Tris(1-phenyl-5-octylisoquinoline-C 2 ,N)iridium (III) (Example Compound No. 220). 

<Example 84> 

20 

[0401] It is easy to successively synthesize the following compounds in the same manner as in Example 11 except 
for using 3-heptyloxyphenylboronic acid (made by Lancaster Co.) instead of the 4-methylphenylboronic acid in Example 
11. 

[0402] Tetrakis[1-(5-heptyloxyphenyl)isoquinoline-C 2 ,N] (u.-dichloro) iridium (III), 
25 [0403] Bis[1-(5-heptyloxyphenyl)isoquinoline-C 2 ,N]-(acetylacetonato)iridium (III), 

[0404] Tris(1-(5-heptyioxyphenyi)isoquinoline-C 2 , N]-iridium (III) (Example Compound No. 270). 

<Example 85> 

30 [0405] It is easy to synthesize 1-chloro-7-azaisoquinoline by using 2,6-dihydroxy-4-methyl-3-pyrldy)cart>onitrile 
(made by Aidrich Co., catalog 37, 947-6) along the following path described in U.S. Patent No. 4,859,671 : 



35 



40 



45 




[0406] It is easy to synthesize 1 -phenyl-7-azaisoquinoline by using 1 -chloro-7-azaisoquinoline instead of the 1-chlo- 
roisoquinoline in Example 7, and successively synthesize tetrakis(1-phenyl-7-azaisoquinoline-C 2 ,N)(u.-dichloro)diirid- 
ium (III) and bis(1 -phenyl-7-azaisoquinoiine-C 2 ,N) (acetylacetonato)-iridium (III) to obtain tris(1 -phenyl-7-azaisoquin- 
oline-C 2 ,N)iridium (III) (Example Compound No. 783) in a similar manner as in Example 11 . 

<Example 86> 

[0407] It is easy to synthesize 1-hydroxy-5-azaisoquinoline by using 3-methyl-picolinonitrile (made by Aidrich Co., 
catalog 51, 273-7) along the following path described in U.S. Patent No. 4,176,183 and synthesize 1-chloro-5-azaiso- 
quinoline in a similar manner as in Example 85. 
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^.XN (CH 3 ) 2 NCH(OCH 3 ) 2 

ex.. - — ex 



30%HBr ff \ 



N^^CH 3 in dry DMF 



N^CH=CHN(CH 5 ) 2 in CH 3C00H 




POCI; 



"8- 



[0408] It is easy to synthesize 1 -phenyl-5-azaisoquinoline by using 1 -chloro-5-azaisoquinoiine instead of the 1 -chlo- 
roisoquinoiine in Example 7, and successively synthesize tetrakis(1-phenyl-5-azaisoquinoline-C2,N)(u,-dichloro)diirid- 
ium(lll) (Example Compound No. 763) and bis(1 -phenyl-5-azaisoquinoline-C2,N)(acetylacetonato)lridium (III) to obtain 
tris(1-phenyl-5-azaisoquinoline-C2 ; N)iridium (III) (Example Compound No. 640) in a similar manner as in Example 11. 

<Examples 87 - 95> 

[0409] Devices having a similar structure as in Example 1 were prepared and evaluated. Details of device structures, 
layer thicknesses and evaluation results are shown in Table 25. 
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[041 0] Balq used in the exciton diffusion-prevention layer used in Examples 94 and 95 has a structure shown below. 
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[Industrial applicability] 

[0411] As described above, the luminescence device of the present invention using, as a luminescence center ma- 
terial, a metal coordination compound having a partial structure of the above formula (1 ) and particularly represented 
by the above formula (3) is an excellent device which not only allows high -efficiency luminescence but also retains a 
high luminance for a long period and allows luminescence of longer wavelength. Further, the luminescence device of 
the present invention shows excellent performances as a red display device. 



Claims 

1. A metal coordination compound having at least one partial structure represented by formula (1) below: 

ML (1), 



wherein the partial structure ML is represented by formula (2) below: 




wherein M is a metal atom of Ir, Pt Rh or Pd; N and C are nitrogen and carbon atoms, respectively; A is a cyclic 
group capable of having a substituent, including the carbon atom and bonded to the metal atom M via the carbon 
atom; B is an Isoquinolyl group capable of having a substituent, including the nitrogen atom and bonded to the 
metal atom M via the nitrogen atom, with the proviso that one or two of CH groups forming the isoquinolyl group 
can be replaced with a nitrogen atom and the cyclic group A is coordination-bonded to a position-1 carbon atom 
of the isoquinolyl group; 

the optional substituent of the cyclic groups is selected from a halogen atom, a cyano group, a nitro group, 
a di-substituted amino group {of which substituents are independently a phenyl group or a naphthyl group each 
capable of having a substituent (which is selected from a halogen atom, a methyl group or a trifluorom ethyl group), 
or a linear or branched alky! group having 1 to 8 carbon atoms and including a hydrogen atom optionally replaced 
with a fluorine atom}, a trialkylsilyl group of which the alky! groups are independently a linear or branched alkyl 
group having 1 to 8 carbon atoms, or a iinear or branched alkyi group having 1 to 20 carbon atoms, {of which the 
alkyl group can include one or non-neighboring two or more methylene groups that can be replaced with -O-, -S-, 
-CO-, -CO-0-, -O-CO-, -CH=CH-, -C-C-, or a divalent aromatic group capable of having a substituent (that is a 
halogen atom! a cyano' atom, a nitro atom, a trialkylsilyl group (of which the alkyl groups are independently a linear 
or branched alkyl group), a linear or branched alkyl group having 1 to 20 carbon atoms (of which the alkyl group 
can include one or non-neighboring two or more methylene groups that can be replaced with -0-, -S-, -CO-, -CO-0-, 
-O-CO-, -CH=CH- or -C=C-, and the alky! group can include a hydrogen atom that can be optionally replaced with 
a fluorine atom)), and the alkyl group can include a hydrogen atom that can be optionally replaced with a fluorine 
atom}, with the proviso that an adjacent pair of substituents can be bonded to form a cyclic structure. 
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A metal coordination compound according to Claim 1 , represented by formula (3) below: 

ML m L' n (3), 

wherein M is a metal atom of Ir, Pt, Rh or Pd; L and L' are mutually different bidentate ligands; m is 1 , 2 or 3 and 
n is 0, 1 or 2 with the proviso that m+n is 2 or 3; a partial structure ML' n is represented by formula (4), (5) or (6) 
shown below: 




wherein N and C are nitrogen and carbon atoms, respectively; A' is a cyclic group capable of having a substituent, 
including the carbon atom and bonded to the metal atom M via the carbon atom; B' and B" are each cyclic group 
capable of having a substituent, including the nitrogen atom and bonded to the metal atom M via the nitrogen atom 
with the proviso that the cyclic group A' and the cyclic group B' are coordination-bonded to each other; 

the optional substituent of the cyclic groups is selected from a halogen atom, cyano group, a nitro group, a 
di-substituted amino group {of which substituents are independently a phenyl group or a naphthyl group each 
capable of having a substituent (which is selected from a halogen atom, a methyl group or a trifluoromethyl group), 
or a linear or branched alkyl group having 1 to 8 carbon atoms and including a hydrogen atom optionally replaced 
with a fluorine atom}, a trialkylsilyl group of which the alkyl groups are independently a linear or branched alkyl 
group having 1 to 8 carbon atoms, or a linear or branched alkyl group having 1 to 20 carbon atoms {of which the 
alkyl group can include one or non-neighboring two or more methylene groups that can be replaced with -O-, -S-, 
-CO-, -CO-O-, -O-CO-, -CH=CH-, -C=C-, or a divalent aromatic group capable of having a substituent (that is a 
halogen atom; a cyano atom, a nitro atom, a trialkylsilyl group (of which the alkyl groups are independently a linear 
or branched alkyl group), a linear or branched alkyl group having 1 to 20 carbon atoms (of which the alkyl group 
can include one or non-neighboring two or more methylene groups that can be replaced with -O-, -S-, -CO-, -CO-O-, 
-O-CO-, -CH=CH- or-C^C-, and the alkyl group can include a hydrogen atom that can be optionally replaced with 
a fluorine atom)), and the alkyl group can include a hydrogen atom that can be optionally replaced with a fluorine 
atom}, with the proviso that an adjacent pair of substituents can be bonded to form a cyclic structure; and 

E, G and J are independently a linear or branched alkyl group having 1 to 20 carbon atoms {of which the 
alkyl group can include one or non-neighboring two or more methylene groups that can be replaced with -O-, -S-, 
-CO-, -CO-O-, -O-CO-, -CH=CH-, -C-=C~, or a divalent aromatic group capable of having a substituent (that is a 
halogen atom, a cyano atom, a nitro atom, a trialkylsilyl group (of which the alkyl groups are independently a linear 
or branched alkyl group), a linear or branched alkyl group having 1 to 20 carbon atoms (of which the alkyl group 
can include one or non-neighboring two or more methylene groups that can be replaced with -O-, -S-, -CO-, -CO-O-, 
-O-CO-, -CH=CH- or-C=C-, and the alkyl group can include a hydrogen atom that can be optionally replaced with 
a fluorine atom) with the proviso that an adjacent pair of substituents can be bonded to form a cyclic structure), 
and the alkyl group can include a hydrogen atom that can be optionally replaced with a fluorine atom}, or di- 
substituted amino group {of which substituents are independently a phenyl group or a naphthyl group each capable 
of having a substituent (which is selected from a halogen atom, a methyl group or a trifluoromethyl group), or a 
linear or branched alkyl group having 1 to 8 carbon atoms and including a hydrogen atom optionally replaced with 
a fluorine atom}, and J can also be a hydrogen atom. 

A metal coordination compound according to Claim 1 , represented by formula (7) below: 
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J m 




J nV 



(7), 



wherein CI denotes a chlorine atom, M' denotes iridium Ir or rhodium Rh, and m' is 2. 

4. A metal coordination compound according to Claim 2, including a partial structure ML' n represented by the formula 

(4) in the formula (3). 

5. A metal coordination compound according to Claim 2, including a partial structure ML' n represented by the formula 

(5) in the formula (3). 

6. A metal coordination compound according to Claim 2, including a partial structure ML' n represented by the formula 

(6) in the formula (3). 

7. A metal coordination compound according to Claim 2, wherein n is 0 in the formula (3). 

8. A metal coordination compound according to Claim 2, wherein the cyclic groups A and A' are independently se- 
lected from phenyl group, naphthy! group, thienyl group, fluorenyl group, thianaphthyl group, acenaphthyl group, 
anthranyl group, phenanthrenyl group, pyrenyl group, or carbazolyl group, as an aromatic cyclic group capable of 
having a substituent with the proviso that the aromatic cyclic group can include one or two CH groups that can be 
replaced with a nitrogen atom. 

9. A metal coordination compound according to Claim 8, wherein the cyclic groups A and A* are selected from phenyl 
group, 2-naphthyl group, 2-thienyl group, 2-fluorenyl group 2-thianaphthyl group, 2-anthranyl group, 2-phenan- 
threnyl group, 2-pyrenyl group, or 3-carbazolyl group, as an aromatic cyclic group capable of having a substituent 
with the proviso that the aromatic cyclic group can include one or two CH groups that can be replaced with a 
niLrogen atom. 

10. A metal coordination compound according to Claim 9, wherein the aromatic cyclic group is phenyl group capable 
of having a substituent. 

11 . A metal coordination compound according to Claim 1 0, wherein a hydrogen atom is attached to a position-6 carbon 
atom of the phenyl group capable of having a substituent next to a position-1 carbon atom bonded to the cyclic 



12. A metal coordination compound according to Claim 2, wherein the cyclic groups B' and B" are independently 
selected from isoquinotyl group, quinolyl group, 2-azaanthranyl group, phenanthridinyl group, pyridyl group, oxa- 
zolyl group, thiazolyl group, benzoxazolyl group, or benzthiazolyl group, as an aromatic cyclic group capable of 
having a substituent with the proviso that the aromatic cyclic group can include one or two CH groups that can be 
replaced with a nitrogen atom. 

13. A metal coordination compound according to Claim 12, wherein the cyclic groups B' and B" are selected from 
isoquinoiyl group or pyridyl group, as an aromatic cyclic group capable of having a substituent with the proviso 
that the aromatic cyclic group can include one or two CH groups that can be replaced with a nitrogen atom. 

14. A metal coordination compound according to Claim 2, wherein the cyclic group B' in the formula (4) is isoquinoiyl 
group capable of having a substituent. 

15. A metal coordination compound according to Claim 2, wherein the cyclic groups A, A', B 5 B* and B" are independ- 
ently non-substituted, or have a substituent selected from a halogen atom or a linear or branched alkyl group 
having 1 to 20 carbon atoms {of which the alkyl group can include one or non-neighboring two or more methylene 



group B. 
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groups that can be replaced with -O-, -S-, -CO-, -CO-0-, -0-CO-, -CH=CH-, -C=C-, or a divalent aromatic group 
capable of having a substituent (that is a halogen atom, or a linear or branched alky I group having 1 to 20 carbon 
atoms (of which the alkyl group can include one or non-neighboring two or more methylene groups that can be 
replaced with -O, and the alkyl group can include a hydrogen atom that can be optionally replaced with a fluorine 
5 atom)), and the alkyl group can include a hydrogen atom that can be optionally replaced with a fluorine atom}. 

16. A metal coordination compound according to Claim 3, wherein the cyclic group A in the formula (7) is selected ' 
from phenyl group, naphthyl group, thienyl group, fluorenyl group, thianaphthyl group, acenaphthyl group, anthranyl 
group, phenanthrenyl group, pyrenyl group, or carbazolyl group : as an aromatic cyclic group capable of having a 

10 substituent with the proviso that the aromatic cyclic group can include one or two CH groups that can be replaced 

with a nitrogen atom. 

17. A metal coordination compound according to Claim 16, wherein the aromatic cyclic group is selected from phenyl 
group, 2-naphthyl group, 2-thienyl group, 2-fluorenyl group, 2-thianaphthyl group, 2-anthranyl group, 2-phenan- 

15 threnyl group, 2-pyrenyl group or 3-carbazolyi group, each capable of having a substituent with the proviso that 

the aromatic cyclic group can include one or two CH groups that can be replaced with a nitrogen atom. 

18. A metal coordination compound according to Claim 17, wherein the aromatic cyclic group is phenyl group capable 
of having a substituent. 

20 

19. A metal coordination compound according to Claim 1 8, wherein a hydrogen atom is attached to a position-6 carbon 
atom of the phenyl group capable of having a substituent next to a position-1 carbon atom bonded to the cyclic 
group B. 

25 20. A meta! coordination compound according to Claim 3, wherein the cyclic groups A and B in the formula (7) are 
independently non-substituted, or have a substituent selected from a halogen atom or a linear or branched alkyl 
group having 1 to 20 carbon atoms {of which the alkyl group can include one or non-neighboring two or more 
methylene groups that can be replaced with -0-, -S-, -CO-, -CO-O-, -0-CO- s -CH=CH-, -C=C-, or a divalent aro- 
matic group capable of having a substituent (that is a halogen atom, a cyano atom, a nitro atom, a trialkylsilyl group 

30 (of which the alkyl groups are independently a linear or branched alkyl group), a linear or branched alkyl group 

having 1 to 20 carbon atoms (of which the alkyl group can include one or non-neighboring two or more methylene 
groups that can be replaced with -O-, and the alkyl group can include a hydrogen atom that can be optionally 
replaced with a fluorine atom)), and the alkyl group can include a hydrogen atom that can be optionally replaced 
with a fluorine atom}. 

35 

21. A metal coordination compound according to Claim 1 , wherein M in the formula (1) is iridium. 

22. A metal coordination compound according to Claim 3, wherein M in the formula (7) is iridium. 

40 23. A metal coordination compound according to Claim 1 or 2, having a partial structure ML represented by the formula 
(2) and represented by formula (8) below: 
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irtRp-Ph-lsoQ-R'q] 3 (8), 



wherein Ir is iridium; partial structure Ph-lsoQ denotes 1 -phenylisoquinolyl group; substituents R and R' are se- 
lected from hydrogen, fluorine or a linear or branched alkyl group represented by C n H 2n+1 (wherein H can be 
replaced with F, a non-adjacent methylene group can be replaced with oxygen and n is an integer of 1 to 20), p 
and q are integers of at least 1 representing numbers of the substituents R and R' bonded to the phenyl group and 
50 the isoquinolyl group, respectively, wherein a position-2 carbon atom of the phenyl group and a nitrogen atom of 

IsoQ are coordination-bonded to Ir. 

24. A metal coordination compound according to Claim 23, wherein the partial structure Rp-Ph is 4-alkylphenyi group 
in the formula (8), and the substituent R' is hydrogen. 



25. A metal coordination compound according to Claim 23, wherein in the formula (8), the substituent R is hydrogen, 
and R'q represents a fluoro or trifiuoromethyl group substituted at a 4- or 5-position. 
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26. A metal coordination compound according to Claim 23, wherein in the formula (8), the partial structure Rp-Ph- is 
5-fluorophenyl group, and R'q is a hydrogen atom or a fluorine atom ortrifluoromethyl group substituted at a 4- or 
5-position. 

27. A metal coordination compound according to Claim 23, wherein in the formula (8), the partial structure Rp-Ph- is 

4- fluorophenyl group, and R'q is a hydrogen atom or a fluorine atom ortrifluoromethyl group substituted at a 4- or 

5- position. 

28. A metal coordination compound according to Claim 23, wherein in the formula (8), the partial structure Rp-Ph- is 
3,5-difluorophenyl group, and R'q is a hydrogen atom or a fluorine atom or trifluoromethyl group substituted at a . 
4- or 5-position. 

29. A metal coordination compound according to Claim 23, wherein in the formula (8), the partial structure Rp-Ph- is 
3,4,5-trifluorophenyl group, and R'q is a hydrogen atom or a fluorine atom or trifluoromethyl group substituted at 
a 4- or 5-position. 

30. A metal coordination compound according to Claim 23, wherein in the formula (8), the partial structure Rp-Ph- is 
4-trifluoromethylphenyl group, and R'q is a hydrogen atom or a fluorine atom or trifluoromethyl group substituted 
at a 4- or 5-position. 

31. A metal coordination compound according to Claim 23, wherein in the formula (8), the partial structure Rp-Ph- is 
* 5-trifluoromethylpheny! group, and R'q is a hydrogen atom or a fluorine atom or trifluoromethyl group substituted 

at a 4- or 5-position. 

32. A metal coordination compound according to Claim 23, wherein in the formula (8), the structure Rp-Ph is a 
1-(3,4,5 s 6-tetrafluoromethyl)phenyl group, and in R'q, q is 1 or 6 and R' is a hydrogen atom or a trifluoromethyl 
group or 3,4,5,6, 7,8-hexafluoro group substituted at a 4- or 5-position. 

33. A metal coordination compound according to Claim 23, wherein in the formula (8), the partial structure Rp-Ph- is 
4-alkylphenyl group (wherein the alkyl group is a linear or branched alkyl group having 1 to 6 carbon atoms), and 
R'q is hydrogen. 

34. A metal coordination compound according to Claim 23, wherein in the formula (8), the partial structure Rp-Ph- is 
4-alkoxyphenyl group (wherein the alkoxy group is a linear or branched alkoxy group having 1 to 6 carbon atoms), 
and R'q is hydrogen. 

35. A metal coordination compound according to Claim 23, wherein in the formula (8), the partial structure Rp-Ph- is 
' 4-trifluorooxyphenyl group, and R'q is a hydrogen atom or a fluorine atom or trifluoromethyl group substituted at 

a 4- or 5- position. 

36. A metal coordination compound according to Claim 2, which is represented by the formula (3) and is also repre- 
sented by formula (9) below: 



wherein Ir represents iridium. 

37. A metal coordination compound according to Claim 36, represented by the formula (9), wherein L m is represented 
by a formula of [4-alkylphenylisoquinoline] 2 (wherein the alkyl group is represented by C n H 2n+1 and n is an integer 
of 1 to 8), and L' n is 1 -phenylisoquinoline. 

38. A metal coordination compound according to Claim 36, represented by the formula (9), wherein is represented 
by a formula [1 -phenylisoquinoline] 2> 'and L' n is 4-alkylphenylisoquinoline (wherein the alkyl group has 1 to 8 carbon 
atoms). 

39. A metal coordination compound according to Claim 1, wherein one or two CH groups in the isoquinolyl group 
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capable of having a substituent in the formula (1) are replaced with a nitrogen atom. 

40. A metal coordination compound according to Claim 3, wherein one or two CH groups in the isoquinolyl group 
capable of having a substituent in the formula (7) are replaced with a nitrogen atom. 

5 

41. An organic luminescence device, comprising: a pair of electrodes disposed on a substrate, and a luminescence 
unit comprising at least one organic compound disposed between the electrodes, wherein the organic compound 
comprises a metal coordination compound having at least one partial structure represented by the formula (1) in 
Claim 1 . 

10 

42. An organic luminescence device according to Claim 41, wherein the organic compound comprises a metal coor- 
dination compound having a structure represented by the formula (3). 

43. An organic luminescence device according to Claim 41 , wherein the organic compound comprises a metal coor- 
15 dination compound having a structure represented by the formula (8). 

44. An organic luminescence device according to Claim 41 , wherein the organic compound comprises a metal coor- 
dination compound having a structure represented by the formula (9). 

20 45. An organic luminescence device according to Claim 41 , wherein a voltage is applied between the electrodes to 
emit phosphorescence. 

46. An organic luminescence device according to Claim 45, wherein the phosphorescence is red in luminescence color. 

25 47. A picture display apparatus, comprising an organic luminescence device according to any of Claims 41 to 46, and 
a means for supplying electric signals to the organic luminescence device. 
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M1 METAL ELECTRODE 
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13 HOLE-TRANSPORTING LAYER 
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FIG. 2 
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FIG. 3 
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FIG. 5 
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FIG. 9 
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FIG. 12 
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FIG. 13 
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